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ATOM 1213 C LEU A 84142.898 4.603 -4.630 1.00 0. 00 C 

ATOM 1214 0 LEU A 84141.947 4.052 -4.074 1.00 0.00 0 
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1244 2HG LYS A 85143.259 4.282 -8.657 1.00 0. 00 H 

1245 1HD LYS A 85142.255 6.489 -10.331 1.00 0. 00 H 

1246 2HD LYS A 85143.971 6.117 -10.514 1.00 0. 00 H 

1247 1HE LYS A 85142.255 3.752 -10.448 1.00 0. 00 H 

1248 2HE LYS A 85141.911 4.837 -11.794 1.00 0. 00 H 

1249 1HZ LYS A 85143.815 2.966 -11.830 1.00 0. 00 H 

1250 2HZ LYS A 85144.720 4.302 -11.326 1.00 0. 00 H 

1251 3HZ LYS A 85143.857 4.367 -12.779 1.00 0. 00 H 
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1256 CB SERA 86143.248 0.644 -8.007 1.00 0. 00 C 

1257 OG SERA 86143.129 1.068 -9.354 1.00 0.00 0 

1258 H SERA 86143.208 2.958 -6.728 1.00 0. 00 H 

1259 HA SERA 86141.179 1.078 -7.685 1. 00 0. 00 H 

1260 1HB SER A 86144. 193 0. 991 -7. 616 1. 00 0. 00 H 

1261 2HB SERA 86143.223 -0.437 -7.979 1.00 0. 00 H 

1262 HG SERA 86142. 218 0.969 -9.642 1.00 0. 00 H 

1263 N CYS A 87141. 536 1. 101 -4. 796 1. 00 0. 00 N 

1264 CA CYS A 87141.402 0.481 -3.483 1.00 0. 00 C 

1265 C CYS A 87139. 936 0. 392 -3. 070 1. 00 0. 00 C 

1266 0 CYS A 87139.121 1.231 -3.453 1.00 0.00 0 

1267 CB CYS A 87142. 190 1. 273 -2. 438 1. 00 0. 00 C 

1268 SG CYS A 87143.964 1.374 -2.773 1.00 0. 00 S 

1269 H CYS A 87141.256 2.032 -4.914 1.00 0. 00 H 

1270 HA CYS A 87141.807 -0.518 -3.544 1.00 0. 00 H 
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PROA 89137.064 -1.933 

PRO A 89136.429 -2. 834 

PROA 89135.600 0.087 

PRO A 89135. 338 0. 956 

PRO A 89136. 029 0. 296 
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2. 319 1. 00 0.00 C 

1. 772 1. 00 0. 00 0 

2. 047 1. 00 0. 00 C 
0. 866 1. 00 0. 00 C 

-0. 293 1. 00 0. 00 C 

2. 305 1. 00 0. 00 H 

2. 118 1. 00 0. 00 H 

2. 963 1. 00 0. 00 H 

0. 684 1. 00 0. 00 H 

1. 037 1. 00 0. 00 H 
-0. 793 1. 00 0. 00 H 
-0. 986 1. 00 0. 00 H 

3. 379 1. 00 0. 00 N 

3. 973 1. 00 0. 00 C 

5. 252 1. 00 0. 00 C 

6. 248 1. 00 0. 00 0 

4. 273 1. 00 0. 00 C 
4. 188 1. 00 0. 00 C 

3. 546 1. 00 0. 00 0 

4. 765 1. 00 0. 00 0 
3. 772 1. 00 0. 00 H 
3. 260 1. 00 0. 00 H 
3. 561 1. 00 0. 00 H 

5. 270 1. 00 0. 00 H 

5. 217 1. 00 0. 00 N 

6. 373 1. 00 0. 00 C 

7. 143 1. 00 0. 00 C 
7. 760 1. 00 0. 00 0 
5. 929 1. 00 0. 00 C 
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6. 933 1. 00 0. 00 0 

4. 394 1. 00 0. 00 H 
7.021 1.00 0. 00 H 

5. 032 1. 00 0. 00 H 

5. 729 1. 00 0. 00 H 

6. 875 1. 00 0. 00 H 

7. 102 1. 00 0. 00 N 
7. 796 1. 00 0. 00 C 
9. 308 1. 00 0. 00 C 

10. 039 1. 00 0. 00 0 

7. 407 1. 00 0. 00 C 

6. 179 1. 00 0. 00 C 

6. 561 1. 00 0. 00 C 

6. 867 1. 00 0. 00 N 

7. 283 1. 00 0. 00 C 
7. 443 1. 00 0. 00 N 
7. 540 1. 00 0. 00 N 

6. 593 1. 00 0. 00 H 

7. 494 1. 00 0. 00 H 

7. 205 1. 00 0. 00 H 

8. 234 1. 00 0. 00 H 
5. 558 1. 00 0. 00 H 
5. 629 1. 00 0. 00 H 

5. 738 1. 00 0. 00 H 
7. 430 1. 00 0. 00 H 

6. 758 1. 00 0. 00 H 
7.251 1.00 0. 00 H 

7. 756 1. 00 0. 00 H 
7. 422 1. 00 0. 00 H 
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7. 852 l. 00 0. 00 H 

9. 771 l. 00 0. 00 N 
ll. 197 l. 00 0. 00 C 

11. 482 l. 00 0.00 C 

12. 426 1. 00 0. 00 0 
11. 708 1. 00 0. 00 C 

11. 515 1. 00 0. 00 C 

10. 242 1. 00 0. 00 C 

12. 607 1. 00 0. 00 C 

10. 062 1. 00 0. 00 C 
12. 432 1. 00 0. 00 C 

11. 158 1. 00 0. 00 C 

9. 140 1. 00 0. 00 H 
11.713 1.00 0. 00 H 

11. 182 1. 00 0. 00 H 

12. 764 1. 00 0. 00 H 
9. 384 1. 00 0. 00 H 

13. 603 1. 00 0. 00 H 

9. 064 1. 00 0. 00 H 
13. 292 1. 00 0. 00 H 

11. 020 1. 00 0. 00 H 

10. 663 1. 00 0. 00 N 
10. 832 1. 00 0. 00 C 

12. 137 1. 00 0. 00 C 
12. 445 1. 00 0. 00 0 

9. 650 1. 00 0. 00 C 

9. 929 1. 00 0. 00 H 

10. 856 1. 00 0. 00 H 
9. 210 1. 00 0. 00 H 
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8. 914 1. 00 0. 00 H 

9. 990 1. 00 0. 00 H 

12. 901 1. 00 0. 00 N 
14. 173 1. 00 0. 00 C 

13. 962 1. 00 0. 00 C 
12. 859 1. 00 0. 00 0 

14. 897 1. 00 0. 00 C 
16. 294 1. 00 0. 00 0 

12. 601 1. 00 0. 00 H 
14. 780 1. 00 0. 00 H 

14. 522 1. 00 0. 00 H 
14.719 1.00 0. 00 H 
16.481 1.00 0. 00 H 

15. 026 1. 00 0. 00 N 

14. 956 1. 00 0. 00 C 

15. 895 1. 00 0. 00 C 
15. 564 1. 00 0. 00 0 
15. 303 1. 00 0. 00 C 

14. 466 1. 00 0. 00 C 

13. 204 1. 00 0. 00 C 

15. 284 1. 00 0. 00 C 

15. 879 1. 00 0. 00 H 
13. 944 1. 00 0. 00 H 
15.170 1.00 0. 00 H 

16. 341 1. 00 0. 00 H 
14.168 1.00 0. 00 H 
13. 364 1. 00 0. 00 H 
12.967 1.00 0. 00 H 
12. 385 1. 00 0. 00 H 
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14. 639 1. 00 0. 00 H 

15.740 1.00 0.00 H 

16.054 1.00 0. 00 H 

17. 066 1. 00 0. 00 N 

18.053 1. 00 0.00 C 

17. 658 1. 00 0. 00 C 

17. 445 1. 00 0. 00 0 

19. 436 1. 00 0. 00 C 

20. 358 1. 00 0. 00 C 

19. 990 1. 00 0. 00 C 

20. 161 1. 00 0. 00 0 
19.483 1. 00 0.00 N 

17. 272 1. 00 0. 00 H 

18. 090 1. 00 0. 00 H 

19. 315 1. 00 0. 00 H 

19. 908 1. 00 0. 00 H 

21. 370 1. 00 0. 00 H 

20. 301 1. 00 0. 00 H 
19. 375 1. 00 0. 00 H 
19. 237 1. 00 0. 00 H 
17. 556 1. 00 0. 00 N 
17.186 1.00 0. 00 C 

15. 701 1. 00 0. 00 C 
14. 942 1. 00 0. 00 0 
17. 538 1. 00 0. 00 C 
17. 397 1. 00 0. 00 C 
17. 795 1. 00 0. 00 C 
17. 768 1. 00 0. 00 H 

16. 853 1. 00 0. 00 H 
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18.551 1.00 0. 00 H 

16. 370 1. 00 0. 00 H 
18. 052 1. 00 0. 00 H 

17. 175 1. 00 0. 00 H 

18. 837 1. 00 0. 00 H 
15. 295 1. 00 0. 00 N 
13. 901 1. 00 0. 00 C 

13. 438 1. 00 0. 00 C 

14. 180 1. 00 0. 00 0 
13. 009 1. 00 0. 00 C 

12. 839 1. 00 0. 00 0 

15. 948 1. 00 0. 00 H 

13. 824 1. 00 0. 00 H 
13. 463 1. 00 0. 00 H 
12. 039 1. 00 0. 00 H 
12.318 1.00 0. 00 H 
12. 209 1. 00 0. 00 N 
11. 670 1. 00 0. 00 C 
10. 322 1. 00 0. 00 C 

10. 188 1. 00 0. 00 0 

11. 664 1. 00 0. 00 H 
11.561 1.00 0. 00 H 

12. 364 1. 00 0. 00 H 
9. 293 1. 00 0. 00 N 
7. 947 1. 00 0. 00 C 
7. 433 1. 00 0. 00 C 

6. 947 1. 00 0. 00 0 

7. 096 1. 00 0. 00 C 

8. 051 1. 00 0. 00 C 
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9. 363 1. 00 0. 00 C 
7.912 1.00 0.00 H 
6. 645 1. 00 0. 00 H 

6. 324 1. 00 0. 00 H 

7. 703 1. 00 0. 00 H 

8. 153 1. 00 0. 00 H 

9. 447 1. 00 0. 00 H 

10. 185 1. 00 0. 00 H 
7. 545 1. 00 0. 00 N 

7. 093 1. 00 0. 00 C 

8. 263 1. 00 0. 00 C 

9. 417 1. 00 0. 00 0 

6. 382 1. 00 0. 00 C 

5. 293 1. 00 0. 00 0 

7. 942 1. 00 0. 00 H 

6. 395 1. 00 0. 00 H 

7. 079 1. 00 0. 00 H 

6. 008 1. 00 0. 00 H 
5. 626 1. 00 0. 00 H 

7. 957 1. 00 0. 00 N 

8. 984 1. 00 0. 00 C 

8. 491 1. 00 0. 00 C 
7. 327 1. 00 0. 00 0 

9. 396 1. 00 0. 00 C 

10. 496 1. 00 0. 00 0 

7. 018 1. 00 0. 00 H 
9. 842 1. 00 0. 00 H 

8. 566 1. 00 0. 00 H 

9. 675 1. 00 0. 00 H 
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ENDMDL 



AL^mmmmm 1 1 

ATOM 1 N GLY A 1115.866 3.091 -14.965 1.00 0. 00 N 

15 ATOM 2 CA GLY A 1115.463 4.481 -15.313 1.00 0. 00 C 

ATOM 3 C GLY A 1114.748 5.178 -14.173 1.00 0. 00 C 

ATOM 4 0 GLY A 1115.178 6.239 -13.718 1.00 0.00 0 

ATOM 5 1H GLY A 1115.734 2.465 -15.785 1.00 0. 00 H 

ATOM 6 2H GLY A 1115. 288 2. 737 -14. 177 1. 00 0. 00 H 

20 ATOM 7 3H GLY A 1116. 867 3. 069 -14. 684 1. 00 0. 00 H 

ATOM 8 1HA GLY A 1116.347 5.047 -15.568 1.00 0. 00 H 

ATOM 9 2HA GLY A 1114. 807 4. 450 -16. 170 1. 00 0. 00 H 

ATOMIO N SERA 2113.654 4.584 -13.710 1.00 0. 00 N 

AT0M11 CA SERA 2112.877 5.154 -12.617 1.00 0. 00 C 

25 AT0M12 C SERA 2113.073 4.352 -11.334 1.00 0. 00 C 

AT0M13 0 SER A 2112. 499 3. 275 -11. 170 1. 00 0. 00 0 

AT0M14 CB SERA 2111.393 5.196 -12.984 1.00 0. 00 C 

AT0M15 0G SERA 2110.991 3.994 -13.621 1.00 0.00 0 

AT0M16 H SERA 2113.361 3.739 -14.114 1.00 0. 00 H 
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6. 163 -12.454 1.00 0.00 H 

5.327 -12.088 1.00 0.00 H 

6.021 -13. 656 1. 00 0.00 H 

4. 140 -14. 085 1. 00 0. 00 H 
4.885 -10.428 1.00 0.00 N 
4. 219 -9. 160 1.00 0.00 C 

5. 234 -8. 026 1. 00 0. 00 C 
5. 026 -7. 066 1. 00 0. 00 0 

3. 398 -9. 257 1. 00 0. 00 C 

4. 238 -9. 267 1. 00 0. 00 0 

5. 746 -10. 617 1. 00 0. 00 H 

3. 555 -8. 951 1. 00 0. 00 H 
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4. 121 -8. 450 1. 00 0. 00 H 

6. 331 -8. 144 1. 00 0. 00 N 

7. 361 -7. 124 1. 00 0. 00 C 
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6. 442 -8. 932 1. 00 0. 00 H 
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6. 918 -6. 172 1. 00 0. 00 H 

8. 367 -5. 781 1. 00 0.00 N 

9. 007 -5. 536 1. 00 0. 00 C 

8. 053 -5. 842 1. 00 0. 00 C 
6. 947 -6. 339 1. 00 0. 00 0 

9. 483 -4. 086 1. 00 0. 00 C 
8. 395 -3. 204 1.' 00 0. 00 0 
8. 189 -5. 025 1. 00 0. 00 H 
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AT0M75 CD2 LEU A 8126.936 9.874 -7.451 1.00 0. 00 C 

AT0M76 H LEU A 8123. 530 9. 077 -4. 149 1. 00 0. 00 H 

AT0M77 HA LEU A 8126.321 8.535 -4.804 1.00 0. 00 H 

AT0M78 1HB LEU A 8124.390 10.723 -5.402 1.00 0. 00 H 

5 AT0M79 2HB LEU A 8126.102 11.106 -5.409 1.00 0. 00 H 

AT0M80 HG LEU A 8125.198 8.749 -6.987 1.00 0. 00 H 

AT0M81 1HD1 LEU A 8124.613 10.130 -8.884 1.00 0. 00 H 

AT0M82 2HD1 LEU A 8124.884 11.592 -7.936 1.00 0. 00 H 

AT0M83 3HD1 LEU A 8123.559 10.504 -7.521 1.00 0. 00 H 

10 AT0M84 1HD2 LEU A 8127.427 10.708 -6.971 1.00 0. 00 H 

AT0M85 2HD2 LEU A 8126.946 10.018 -8.521 1.00 0. 00 H 

ATOM86 3HD2 LEU A 8127.454 8.960 -7.205 1.00 0. 00 H 

AT0M87 N ALA A 9127.114 9.241 -2.531 1.00 0. 00 N 

ATOM88 CA ALA A 9127.749 9.768 -1.330 1.00 0. 00 C 

15 AT0M89 C ALA A 9129.268 9.670 -1.424 1.00 0. 00 C 

ATOM90 0 ALA A 9129.869 8.705 -0.951 1.00 0.00 0 

AT0M91 CB ALA A 9127.246 9.027 -0.100 1.00 0. 00 C 

AT0M92 H ALA A 9127.366 8.351 -2.854 1.00 0. 00 H 

ATOM93 HA ALA A 9127.471 10.807 -1.234 1.00 0. 00 H 

20 AT0M94 1HB ALA A 9127.736 8.068 -0.032 1.00 0. 00 H 

AT0M95 2HB ALA A 9126.179 8.883 -0.179 1.00 0. 00 H 

AT0M96 3HB ALA A 9127.466 9.607 0.785 1.00 0. 00 H 

AT0M97 N MET A 10129.884 10.676 -2.036 1.00 0. 00 N 

AT0M98 CA MET A 10131.333 10.704 -2.192 1.00 0. 00 C 

25 ATOM99 C MET A 10131.803 12.075 -2.673 1.00 0. 00 C 

ATOM 100 0 MET A 10132.290 12.217 -3.796 1.00 0.00 0 
ATOM 101 CB MET A 10131.781 9.621 -3.177 1.00 0. 00 C 
ATOM 102 CG MET A 10131.011 9.633 -4.487 1.00 0. 00 C 
ATOM 103 SD MET A 10132. 039 9. 194 -5. 902 1. 00 0. 00 S 
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8. 440 1. 00 0. 00 N 

9. 623 1. 00 0. 00 C 

9. 282 1. 00 0. 00 C 
10. 039 1. 00 0. 00 0 

7. 959 1. 00 0. 00 H 

10. 189 1. 00 0. 00 H 

10. 229 1. 00 0. 00 H 

8. 142 1. 00 0. 00 N 
7. 703 1. 00 0. 00 C 
6. 794 1. 00 0. 00 C 
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5. 744 1. 00 0. 00 H 
8. 337 1. 00 0. 00 H 

8. 885 1. 00 0. 00 H 

9. 532 1. 00 0. 00 H 
8. 064 1. 00 0. 00 H 
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0. 147 1. 00 0. 00 H 

•1. 501 1. 00 0. 00 H 

-1. 926 1. 00 0. 00 H 

•0. 501 1. 00 0. 00 H 

-2. 768 1. 00 0. 00 N 

-4. 107 1. 00 0. 00 C 

-5. 123 1. 00 0. 00 C 

-4. 934 1. 00 0. 00 0 
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-6. 295 1. 00 0. 00 H 

-6. 797 1. 00 0. 00 H 

-9. 158 1. 00 0. 00 H 

-7. 920 1. 00 0. 00 H 

-8. 327 1. 00 0. 00 H 

-8. 693 1. 00 0. 00 H 

10. 622 1. 00 0. 00 H 

10. 545 1. 00 0. 00 H 

11. 104 1. 00 0. 00 H 
10. 787 1. 00 0. 00 H 
13. 102 1. 00 0. 00 H 

12. 692 1. 00 0. 00 H 

13. 075 1. 00 0. 00 H 
-7. 869 1. 00 0. 00 N 
-8. 434 1. 00 0. 00 C 
-8. 380 1. 00 0. 00 C 
-7. 815 1. 00 0. 00 0 
-7. 683 1. 00 0. 00 C 
-8. 569 1. 00 0. 00 C 
-9. 262 1. 00 0. 00 C 
-10. 508 1. 00 0. 00 0 
-8. 559 1. 00 0. 00 0 
-7. 481 1. 00 0. 00 H 
-9. 466 1. 00 0. 00 H 
-6. 902 1. 00 0. 00 H 
-7. 235 1. 00 0. 00 H 
-9. 322 1. 00 0. 00 H 
-7. 960 1. 00 0. 00 H 
-8.971 1.00 0. 00 N 
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PRO A 


0O1/1O /I 0 7 

3U149. 4o ( 


11 C71 

-11. 0(1 


/I occ 
-4. UOO 


1 nn 
1. UU 


n nn h 
u. uu n 




A TAXI 

ATOM 


387 


2HB 


PRO A 


on 1 cn o/in 
oUloU. U4U 


10 CO 1 

-iz. OZl 


-.t: 077 
-o. 0 ( I 


1 nn 

1. UU 


n nn w 
u. uu n 




A TAHJf 

ATOM 


o o o 

388 


lHG 


PRO A 


001/10 0/11 

oU 14y. o41 


0 711 

-y. 1 1 1 


— C /I/I 5 
~0. 440 


i nn 
1. uu 


n nn w 
u. uu n 


o r 

25 


a t r\\t 

ATOM 


9 O A 


2HG 


PRO A 


00 1 C 0 70/1 
QV /U4 


10 CCQ 
— 1U. 0 00 


e OOR 
0. zuo 


1 nn 
1. uu 


o nn u 
u. uu n 




ATOM 


390 


lHD 


PRO A 


30148. 432 


-9. 846 


-7. 546 


1. 00 


0. 00 H 




ATOM 


391 


2HD 


PRO A 


30149. 442 


-11.233 


-7. 996 


1.00 


0.00 H 




ATOM 


392 


N 


PRO A 


31145.992 


-12.211 


-3. 919 


1. 00 


0. 00 N 




ATOM 


393 


CA 


PRO A 


31145.023 


-11. 647 


-2. 973 


1.00 


0. 00 C 
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578 





ATOM 


394 


C 


PRO A 


31145. 649 


-11. 337 




ATOM 


395 


0 


PRO A 


31145. 627 


-12. 165 




ATOM 


396 


CB 


PRO A 


31143. 974 


-12. 754 




ATOM 


397 


CG 


PRO A 


31144. 706 


-14. 009 


5 


ATOM 


398 


CD 


PRO A 


31145. 730 


-13. 636 




ATOM 


399 


HA 


PRO A 


31144. 560 


-10. 755 




ATOM 


400 


1HB 


PRO A 


31143. 591 


-12. 767 




ATOM 


401 


2HB 


PRO A 


31143. 168 


-12. 578 




ATOM 


402 


1HG 


PRO A 


31145. 191 


-14. 391 


10 


ATOM 


403 


2HG 


PRO A 


31144. 021 


-14. 742 




ATOM 


404 


1HD 


PRO A 


31146. 628 


-14. 224 




ATOM 


405 


2HD 


PRO A 


31145. 329 


-13. 769 




ATOM 


406 


N 


PHE A 


32146. 208 


-10. 138 




ATOM 


407 


CA 


PHE A 


32146. 842 


-9. 717 


15 


ATOM 


408 


C 


PHE A 


32145. 955 


-8. 733 




ATOM 


409 


0 


PHE A 


32145. 061 


-8. 116 




ATOM 


410 


CB 


PHE A 


32148. 202 


-9. 079 




ATOM 


411 


CG 


PHE A 


32148. 167 


-8. 063 




ATOM 


412 


CD1 


PHE A 


32148. 842 


-8. 289 


20 


ATOM 


413 


CD2 


PHE A 


32147. 460 


-6. 881 




ATOM 


414 


CE1 


PHE A 


32148. 812 


-7. 355 




ATOM 


415 


CE2 PHE A 


32147. 426 


-5. 943 




ATOM 


416 


CZ 


PHE A 


32148. 103 


-6. 181 




ATOM 


417 


H 


PHE A 


32146. 194 


-9. 521 


25 


ATOM 


418 


HA 


PHE A 


32146. 987 


-10. 596 




ATOM 


419 


1HB 


PHE A 


32148. 556 


-8. 587 




ATOM 


420 


2HB 


PHE A 


32148. 902 


-9. 853 




ATOM 


421 


HD1 


PHE A 


32149. 397 


-9. 207 




ATOM 


422 


HD2 PHE A 


32146. 930 


-6. 694 
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1.618 1.00 0.00 C 

0. 709 1. 00 0. 00 0 

2. 837 1. 00 0. 00 C 

3. 159 1. 00 0. 00 C 

4. 195 1. 00 0. 00 C 
3. 367 1. 00 0. 00 H 

1. 827 1. 00 0. 00 H 
•3. 532 1. 00 0. 00 H 
•2. 272 1. 00 0. 00 H 
•3. 558 1. 00 0. 00 H 
-4. 067 1. 00 0. 00 H 
•5. 188 1. 00 0. 00 H 
•1.491 1.00 0. 00 N 
-0. 247 1. 00 0. 00 C 
0. 510 1. 00 0. 00 C 
-0. 069 1. 00 0. 00 0 
-0. 534 1. 00 0. 00 C 
-1. 638 1. 00 0. 00 C 
-2.827 1.00 0.00 C 
-1. 488 1. 00 0. 00 C 
-3. 845 1. 00 0. 00 C 
-2.503 1.00 0.00 C 
-3. 684 1. 00 0. 00 C 
-2. 253 1. 00 0. 00 H 
0. 363 1. 00 0, 00 H 
0. 360 1. 00 0. 00 H 
-0. 814 1. 00 0. 00 H 
-2. 955 1. 00 0. 00 H 
-0. 565 1. 00 0. 00 H 
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579 





ATOM 


423 


HE1 


PHE A 


32149. 342 


-7. 544 




ATOM 


424 


HE 2 PHE A 


32146. 871 


-5. 026 




ATOM 


425 


nZi 


rni} A 


32148. 078 


-5. 450 




ATOM 


426 


IN 


TVD A 

UK A 


33146. 208 


-8. 594 


5 


ATOM 


427 


PA 
uA 


TVD A 

UK A 


33145. 433 


-7. 685 




ATOM 


428 


n 
L 


TVD A 

liJv A 


33146. 350 


-6. 765 




ATOM 


429 


U 


TVD A 
llK A 


33147. 263 


-7. 226 




ATOM 


430 


PD 


TVD A 

1YK A 


33144. 532 


-8. 475 




ATOM 


431 


PP 


TVD A 
llK A 


33143. 295 


-9. 036 


10 


ATOM 


432 


ID1 


TVD A 

TYR A 


33143. 012 


-10. 395 




ATOM 


433 


CDZ 


TVD A 

TYR A 


33142.410 


-8. 205 




ATOM 


434 


CEl 


TYR A 


33141. 882 


-10. 910 




ATOM 


435 


CE2 


TYR A 


33141. 277 


-8. 713 




ATOM 


436 


cz 


TYR A 


33141.019 


-10. 065 


15 


ATOM 


437 


OH 


nrvn A 

TYR A 


33139. 893 


-10. 575 




ATOM 


438 


TT 

H 


TVD A 

TYR A 


33146.935 


-9. 114 




ATOM 


439 


TT A 

HA 


TYR A 


33144.817 


-7. 082 




ATOM 


440 


1 TTD 

lHB 


TVD A 

TYR A 


33145.091 


-9. 303 




ATOM 


441 


ZHB 


TVD A 
lYR A 


33144. 214 


-7. 829 


20 


ATOM 


442 




TVD A 
llR A 


33143. 690 


-11. 054 




ATOM 


443 




TVD A 
llK A 


33142.616 


-7. 145 




ATOM 


444 


TJT? 1 


TVD A 
llR A 


33141.680 


-11. 970 




ATOM 


445 




TVD A 
llK A 


33140. 602 


-8. 050 




ATOM 


446 


HH 


TYR A 


33139.970 


-10. 479 


25 


ATOM 


447 


N 


GLY A 


34146. 102 


-5. 463 




ATOM 


448 


CA 


GLY A 


34146.914 


-4. 500 




ATOM 


449 


C 


GLY A 


34146. 132 


-3. 264 




ATOM 


450 


0 


GLY A 


34145. 114 


-2. 941 




ATOM 


451 


H 


GLY A 


34145.362 


-5. 154 



PCT/JP2003/010288 

4. 767 1. 00 0. 00 H 

2. 373 1. 00 0. 00 H 

4. 478 1. 00 0. 00 H 

1. 807 1. 00 0. 00 N 

2. 643 1. 00 0. 00 C 

3. 443 1. 00 0. 00 C 

4. 129 1. 00 0. 00 0 

3. 592 1. 00 0. 00 C 
2. 928 1. 00 0. 00 C 
2. 976 1. 00 0. 00 C 
2. 252 1. 00 0. 00 C 
2. 369 1. 00 0. 00 C 
1. 643 1. 00 0. 00 C 
1. 705 1. 00 0. 00 C 

1. 099 1. 00 0. 00 0 

2. 211 1. 00 0. 00 H 

1. 994 1. 00 0. 00 H 

4. 003 1. 00 0. 00 H 
4. 398 1. 00 0. 00 H 

3. 497 1. 00 0. 00 H 

2. 205 1. 00 0. 00 H 

2. 418 1. 00 0. 00 H 
1.122 1.00 0. 00 H 
0. 147 1. 00 0. 00 H 

3. 349 1. 00 0. 00 N 

4. 069 1. 00 0. 00 C 
4. 467 1. 00 0. 00 C 
3. 854 1. 00 0. 00 0 
2. 786 1. 00 0. 00 H 



WO 2004/016781 ^ 

W 580 





ATOM 


452 


1HA 


GLY A 


34147. 303 


-4. 969 




ATOM 


453 


2HA 


GLY A 


34147. 741 


-4. 202 




ATOM 


454 


N 


VAL A 


r\ r~ -4 m ft ft e\ n 

35146. 607 


-2. 570 




ATOM 


455 


CA 


VAL A 


35145. 946 


-1. 363 


5 


ATOM 


456 


C 


VAL A 


35146. 638 


-0. Ill 




ATOM 


457 


0 


VAL A 


35147. 863 


-0. 067 




ATOM 


458 


CB 


VAL A 


35145. 919 


-1. 312 




ATOM 


459 


CGI 


VAL A 


35147. 332 


-1. 295 




ATOM 


460 


CG2 VAL A 


35145. 129 


-0. 104 


10 


ATOM 


461 


H 


VAL A 


35147. 423 


-2. 879 




ATOM 


462 


HA 


VAL A 


35144. 927 


-1. 377 




ATOM 


463 


HB 


VAL A 


35145. 425 


-2. 204 




ATOM 


464 


1HG1 


VAL A 


35147. 910 


-0. 533 




ATOM 


465 


2HG1 


VAL A 


35147. 794 


-2. 259 


15 


ATOM 


466 


3HG1 


VAL A 


35147. 296 


-1. 083 




ATOM 


467 


1HG2 


VAL A 


35145. 266 


0. 013 




ATOM 


468 


2HG2 VAL A 


35144. 082 


-0. 250 




ATOM 


469 


3HG2 VAL A 


35145. 480 


0. 781 




ATOM 


470 


N 


ILE A 


36145. 845 


0. 904 


20 


ATOM 


471 


CA 


ILE A 


36146. 383 


2. 155 




ATOM 


472 


C 


ILE A 


36147. 289 


2. 828 




ATOM 


473 


0 


ILE A 


36147. 059 


2. 731 




ATOM 


474 


CB 


ILE A 


36145. 257 


3. 132 




ATOM 


475 


CGI 


ILE A 


36144. 266 


2. 447 


25 


ATOM 


476 


CG2 


ILE A 


36145. 840 


4. 379 




ATOM 


477 


CD1 


ILE A 


36143. 139 


3. 348 




ATOM 


478 


H 


ILE A 


36144. 876 


0. 808 




ATOM 


479 


HA 


ILE A 


36146. 963 


1. 929 




ATOM 


480 


HB 


ILE A 


36144. 739 


3. 433 



0^ PCT/JP2003/010288 

4.961 1.00 0. 00 H 

3. 441 1. 00 0. 00 H 
5. 496 1. 00 0. 00 N 
5. 975 1. 00 0. 00 C 
5. 444 1. 00 0. 00 C 
5. 335 1. 00 0. 00 0 

7. 516 1. 00 0. 00 C 

8. 078 1. 00 0. 00 C 

8. 000 1. 00 0. 00 C 
5. 943 1. 00 0. 00 H 
5.618 1.00 0. 00 H 
7. 875 1. 00 0. 00 H 
7. 577 1. 00 0. 00 H 
7. 920 1. 00 0. 00 H 

9. 136 1. 00 0. 00 H 
9. 064 1. 00 0. 00 H 
7. 786 1. 00 0. 00 H 
7. 492 1. 00 0. 00 H 
5.117 1.00 0. 00 N 

4. 598 1. 00 0. 00 C 

5. 624 1. 00 0. 00 C 

6. 829 1. 00 0. 00 0 

4. 201 1. 00 0. 00 C 
3. 258 1. 00 0. 00 C 
3. 551 1. 00 0. 00 C 
2. 805 1. 00 0. 00 C 

5. 227 1. 00 0. 00 H 
3.715 1.00 0. 00 H 
5. 099 1. 00 0. 00 H 





WO 2004/016781 


• 




581 




ATOM 


481 


1HG1 


ILE A 


36144. 792 


2. 108 




ATOM 


482 


2HG1 


ILE A 


36143. 830 


1. 596 




ATOM 


483 


1HG2 


ILE A 


36146. 314 


4. Ill 




ATOM 


484 


2HG2 


ILE A 


36146. 571 


4. 821 


5 


ATOM 


485 


3HG2 


ILE A 


36145. 049 


5. 089 




ATOM 


486 


1HD1 


ILE A 


36142. 702 


2. 953 




ATOM 


487 


2HD1 


ILE A 


36143. 524 


4. 339 




ATOM 


488 


3HD1 


ILE A 


36142. 384 


3. 396 




ATOM 


489 


N 


ARG A 


37148. 321 


3. 510 


10 


ATOM 


490 


CA 


ARG A 


37149. 264 


4. 198 




ATOM 


491 


C 


ARG A 


37149. 478 


5. 638 




ATOM 


492 


0 


ARG A 


37149. 127 


6. 580 




ATOM 


493 


CB 


ARG A 


37150. 601 


3. 455 




ATOM 


494 


CG 


ARG A 


37150. 470 


1. 975 


15 


ATOM 


495. 


CD 


ARG A 


37149. 921 


1. 752 




ATOM 


496 


NE 


ARG A 


37150. 944 


1. 938 




ATOM 


497 


CZ 


ARG A 


37150. 768 


1. 639 




ATOM 


498 


NH1 


ARG A 


37149. 611 


1. 142 




ATOM 


499 


NH2 


ARG A 


37151. 752 


1. 837 


20 


ATOM 


500 


H 


ARG A 


37148. 453 


3. 549 




ATOM 


501 


HA 


ARG A 


37148. 847 


4. 204 




ATOM 


502 


1HB 


ARG A 


37151. 073 


3. 554 




ATOM 


503 


2HB 


ARG A 


37151. 236 


3. 906 




ATOM 


504 


1HG 


ARG A 


37149. 800 


1. 521 


25 


ATOM 


505 


2HG 


ARG A 


37151. 444 


1. 513 




ATOM 


506 

u V u 


1HD 


ARG A 


37149. 119 


2. 454 




ATOM 


507 


2HD 


ARG A 


37149. 536 


0. 744 




ATOM 


508 


HE 


ARG A 


37151. 808 


2. 303 




ATOM 


509 


1HH1 ARG A 


37148. 866 


0. 990 



PCT/JP2003/010288 

2. 377 1. 00 0. 00 H 

3. 760 1. 00 0. 00 H 
2.618 1.00 0. 00 H 

4. 211 1. 00 0. 00 H 
3.363 1.00 0. 00 H 
1. 899 1. 00 0. 00 H 
2.615 1.00 0. 00 H 

3. 576 1. 00 0. 00 H 

5. 137 1. 00 0. 00 N 

6. 012 1. 00 0. 00 C 

5. 558 1. 00 0. 00 C 

6. 268 1. 00 0. 00 0 
6. 037 1. 00 0. 00 C 

6. 355 1. 00 0. 00 C 

7. 755 1. 00 0. 00 C 

8. 781 1. 00 0. 00 N 
10. 066 1. 00 0. 00 C 
10. 488 1. 00 0. 00 N 
10. 933 1. 00 0. 00 N 

4. 167 1. 00 0. 00 H 
7. 007 1. 00 0. 00 H 

5. 071 1. 00 0.00 H 

6. 786 1. 00 0. 00 H 

5. 641 1. 00 0. 00 H 

6. 283 1. 00 0. 00 H 

7. 930 1. 00 0. 00 H 

7. 821 1. 00 .0. 00 H 

8. 498 1. 00 0. 00 H 

9. 839 1. 00 0. 00 H 



WO 2004/016781 MM** 

W 582 





ATOM 


510 : 


2HH1 ARG A 


37149. 485 


0. 920 




ATOM 


511 


1HH2 ARG A 


37152. 626 


2. 210 




ATOM 


512 


2HH2 ARG A 


n n 4 r 1 A O A 

37151. 620 


1 Q 1 A 

l. 614 




ATOM 


513 


N TRP A 


38150. 056 


r o a o 

5. 802 


5 


ATOM 


514 


CA TRP A 


38150. 316 


17 1 O A 

7. 130 




ATOM 


515 


C TRP A 


38149. 543 


7. 349 




ATOM 


516 


0 TRP A 


38149. 546 


n A A 17 

6. 497 




ATOM 


517 


CB TRP A 


38151. 817 


7. 323 




ATOM 


518 


CG TRP A 


38152. 143 


8. 561 


10 


ATOM 


519 


CD1 TRP A 


38152. 412 


9. 801 




ATOM 


520 


CD 2 TRP A 


38152. 227 


8. 676 




ATOM 


521 


NE1 TRP A 


38152. 659 


10. 681 




ATOM 


522 


CE2 TRP A 


38152. 551 


10. 014 




ATOM 


523 


CE3 TRP A 


38152. 060 


7. 777 


15 


ATOM 


524 


CZ2 TRP A 


38152. 711 


10. 472 




ATOM 


525 


CZ3 TRP A 


38152. 220 


8. 233 




ATOM 


526 


CH2 TRP A 


38152. 543 


9. 570 




ATOM 


527 


H TRP A 


38150. 314 


5. 013 




ATOM 


528 


HA TRP A 


38149. 984 


7. 857 


20 


ATOM 


529 


IHB TRP A 


38152. 323 


7. 387 




ATOM 


530 


2HB TRP A 


38152. 198 


6. 472 




ATOM 


531 


HD1 TRP A 


38152. 426 


10. 044 




ATOM 


532 


HE1 TRP A 


38152. 878 


11. 631 




ATOM 


533 


HE 3 TRP A 


38151. 811 


6. 743 


25 


ATOM 


534 


HZ 2 TRP A 


38152. 958 


ll. 501 




ATOM 


535 


HZ3 TRP A 


38152. 095 


7.552 




ATOM 


536 


HH2 TRP A 


38152. 658 


9.883 




ATOM 


537 


N ILE A 


39148. 894 


8.503 




ATOM 


538 


CA ILE A 


39148. 126 


8.850 



PCT/JP2003/010288 

ll. 454 l. 00 0. 00 H 

10. 622 l. 00 0. 00 H 

11. 899 l. 00 0. 00 H 
4. 372 l. 00 0. 00 N 
3. 827 l. 00 0. 00 C 

2. 529 l. 00 0. 00 C 

1. 641 l. 00 0. 00 0 

3. 584 l. 00 0. 00 C 

2. 801 l. 00 0. 00 C 

3. 302 l. 00 0. 00 C 

1. 376 l. 00 0. 00 C 

2. 275 l. 00 0. 00 N 

1. 082 l. 00 0. 00 C 
0. 318 l. 00 0. 00 C 

-0. 223 l. 00 0. 00 C 

-0. 977 l. 00 0. 00 C 

-l. 238 l. 00 0. 00 C 

3. 852 l. 00 0. 00 H 

4. 554 l. 00 0. 00 H 
4. 535 l. 00 0. 00 H 

3. 037 l. 00 0. 00 H 

4. 354 l. 00 0. 00 H 

2. 379 l. 00 0. 00 H 

0. 500 l. 00 0. 00 H 
-0. 442 l. 00 0. 00 H 
-l. 806 l. 00 0. 00 H 
-2. 266 l. 00 0. 00 H 

2. 427 l. 00 0. 00 N 

1. 238 l. 00 0. 00 C 



WO 2004/016781 JAWk 

^ 583 





ATOM 


539 


C 


ILE A 


39148. 592 


1 A 1 O C 

10. 160 




ATOM 


540 


0 


ILE A 


39148. 308 


11 0 A O 

ll. 242 




ATOM 


541 


CB 


ILE A 


39146. 619 


8. 932 




ATOM 


542 


CGI 


ILE A 


39146. 161 


7. 685 


5 


ATOM 


543 


CG2 


ILE A 


39145. 823 


9. 101 




ATOM 


544 


CD1 


ILE A 


39144. 788 


rr ft n ft 

7. 822 




ATOM 


545 


H 


ILE A 


39148. 940 


9. 143 




ATOM 


546 


HA 


ILE A 


39148. 283 


8. 078 




ATOM 


547 


HB 


ILE A 


39146. 447 


9. 802 


10 


ATOM 


548 


1HG1 


ILE A 


39146. 135 


6. 847 




ATOM 


549 


2HG1 


ILE A 


39146. 865 


7. 475 




ATOM 


550 


1HG2 


ILE A 


39145. 935 


8. 217 




ATOM 


551 


2HG2 


ILE A 


39146. 190 


9. 961 




ATOM 


552 


3HG2 


ILE A 


39144. 779 


9. 244 


15 


ATOM 


553 


1HD1 


ILE A 


39144. 222 


8. 565 




ATOM 


554 


2HD1 


ILE A 


39144. 887 


8. 128 




ATOM 


555 


3HD1 


ILE A 


39144. 276 


6. 874 




ATOM 


556 


N 


GLY A 


40149. 317 


10. 133 




ATOM 


557 


CA 


GLY A 


40149. 814 


11. 349 


20 


ATOM 


558 


C 


GLY A 


40150. 305 


11. 134 




ATOM 


559 


0 


GLY A 


40150. 084 


10. 075 




ATOM 


560 


H 


GLY A 


40149. 517 


9. 263 




ATOM 


561 


1HA 


GLY A 


40149. 024 


12. 082 




ATOM 


562 


2HA 


GLY A 


40150. 630 


11. 729 


25 


ATOM 


563 


N 


GLN A 


41150. 970 


12. 144 




ATOM 


564 


CA 


GLN A 


41151. 495 


12. 072 




ATOM 


565 


C 


GLN A 


41152. 978 


12. 443 




ATOM 


566 


0 


GLN A 


41153. 344 


13. 581 




ATOM 


567 


CB 


GLN A 


41150. 705 


13. 008 



PCT/JP2003/010288 

0. 670 1. 00 0. 00 C 

1. 233 1. 00 0. 00 0 

1. 547 1. 00 0. 00 C 

2. 304 1. 00 0. 00 C 
0. 261 1. 00 0. 00 C 
2. 924 1. 00 0. 00 C 
3.168 1.00 0. 00 H 

0. 499 1. 00 0. 00 H 

2. 163 1. 00 0. 00 H 

1. 623 1. 00 0. 00 H 

3. 097 1. 00 0. 00 H 
-0. 349 1. 00 0. 00 H 
-0. 279 1. 00 0. 00 H 

0. 500 1. 00 0. 00 H 

2. 380 1. 00 0. 00 H 

3. 954 1. 00 0. 00 H 
2. 877 1. 00 0. 00 H 

-0. 444 1. 00 0. 00 N 
-1. 058 1. 00 0. 00 C 
-2. 475 1. 00 0. 00 C 
-3. 064 1. 00 0. 00 0 
-0. 848 1. 00 0. 00 H 
-1.071 1.00 0. 00 H 
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ATOM 597 0 PROA 43158.830 13.773 -8.140 1.00 0.00 0 

ATOM 598 CB PROA 43158.567 15.062 -5.721 1.00 0. 00 C 

ATOM 599 CG PRO A 43159.073 13.877 -4.971 1.00 0. 00 C 

ATOM 600 CD PROA 43157.858 13.080 -4.583 1.00 0. 00 C 

5 ATOM 601 HA PROA 43156.587 15.349 -6.501 1.00 0. 00 H 

ATOM 602 1HB PROA 43159.290 15.411 -6.444 1.00 0. 00 H 

ATOM 603 2HB PROA 43158.299 15.866 -5.053 1.00 0. 00 H 

ATOM 604 1HG PRO A 43159. 720 13. 290 -5. 607 1. 00 0. 00 H 

ATOM 605 2HG PROA 43159.606 14.201 -4.091 1.00 0. 00 H 

10 ATOM 606 1HD PROA 43158.073 12.022 -4.624 1.00 0. 00 H 

ATOM 607 2HD PRO A 43157. 522 13. 360 -3. 597 1. 00 0. 00 H 

ATOM 608 N GLY A 44156.684 14.083 -8.737 1.00 0. 00 N 

ATOM 609 CA GLY A 44156.916 13.664 -10.106 1.00 0. 00 C 

ATOM 610 C GLY A 44155.650 13.186 -10.789 1.00 0. 00 C 

15 ATOM 611 0 GLY A 44155.329 13.629 -11.892 1.00 0.00 0 

ATOM 612 H GLY A 44155.785 14.355 -8.454 1.00 0. 00 H 

ATOM 613 1HA GLY A 44157.319 14.497 -10.662 1.00 0. 00 H 

ATOM 614 2HA GLY A 44157.637 12.861 -10.107 1.00 0. 00 H 

ATOM 615 N LEU A 45154.931 12.282 -10.134 1.00 0. 00 N 

20 ATOM 616 CA LEU A 45153.693 11.747 -10.689 1.00 0. 00 C 

ATOM 617 C LEU A 45152.520 12.016 -9.755 1.00 0. 00 C 

ATOM 618 0 LEU A 45152.446 11.454 -8.661 1.00 0.00 0 

ATOM 619 CB LEU A 45153.828 10.243 -10.936 1.00 0. 00 C 

ATOM 620 CG LEU A 45154.377 9.438 -9.755 1.00 0. 00 C 

25 ATOM 621 CD 1 LEU A 45153.938 7.983 -9.848 1.00 0. 00 C 

ATOM 622 CD2 LEU A 45155.895 9.539 -9.700 1.00 0. 00 C 

ATOM 623 H LEU A 45155.237 11.968 -9.256 1.00 0. 00 H 

ATOM 624 HA LEU A 45153.510 12.242 -11.630 1.00 0. 00 H 

ATOM 625 1HB LEU A 45152.855 9.852 -11.190 1.00 0. 00 H 
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0. 563 1. 00 0. 00 H 
2. 007 1. 00 0. 00 H 

1. 690 1. 00 0. 00 N 

2. 404 1. 00 0. 00 C 

3. 049 1. 00 0. 00 C 
2. 434 1. 00 0. 00 0 

1. 453 1. 00 0. 00 C 
0. 988 1. 00 0. 00 C 
-0. 155 1. 00 0. 00 C 

2. 147 1. 00 0. 00 C 
0. 748 1. 00 0. 00 H 

3. 180 1. 00 0. 00 H 
0. 581 1. 00 0. 00 H 
1.951 1.00 0. 00 H 

0. 627 1. 00 0. 00 H 
-0. 105 1. 00 0. 00 H 
-1. 097 1. 00 0. 00 H 
-0. 075 1. 00 0. 00 H 

1. 781 1. 00. 0. 00 H 

2. 604 1. 00 0. 00 H 
2. 878 1. 00 0. 00 H 

4. 293 1. 00 0. 00 N 

5. 023 1. 00 0. 00 C 
5. 075 1. 00 0. 00 C 

5. 775 1. 00 0. 00 0 

6. 442 1. 00 0. 00 C 

7. 258 1. 00 0. 00 C 

8. 716 1. 00 0. 00 C 

9. 588 1. 00 0. 00 0 
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8. 985 1. 00 0. 00 0 

4. 731 1. 00 0. 00 H 

4. 499 1. 00 0. 00 H 

6. 383 1. 00 0. 00 H 

6. 958 1. 00 0. 00 H 

6. 839 1. 00 0. 00 H 

7. 201 1. 00 0. 00 H 
4. 331 1. 00 0. 00 N 

4. 293 1. 00 0. 00 C 

5. 649 1. 00 0. 00 C 

6. 278 1. 00 0. 00 0 
3. 214 1. 00 0. 00 C 
1. 835 1. 00 0. 00 C 
1. 038 1. 00 0. 00 C 
1. 083 1. 00 0. 00 C 

3. 794 1. 00 0. 00 H 

4. 051 1. 00 0. 00 H 
3. 544 1. 00 0. 00 H 
3.116 1.00 0. 00 H 
1. 957 1. 00 0. 00 H 

-0. 016 1. 00 0. 00 H 

1. 233 1. 00 0. 00 H 

1.331 1.00 0. 00 H 

1. 783 1. 00 0. 00 H 

0. 553 1. 00 0. 00 H 

0. 377 1. 00 0. 00 H 

6. 094 1. 00 0. 00 N 

7. 377 1. 00 0. 00 C 
7. 330 1. 00 0. 00 C 
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8. 336 1. 00 0. 00 0 

7. 759 1. 00 0. 00 C 

8. 333 1. 00 0. 00 C 

9. 626 1. 00 0. 00 C 
10. 589 1. 00 0. 00 0 

9. 676 1. 00 0. 00 0 

5. 547 1. 00 0. 00 H 
8. 122 1. 00 0. 00 H 

6. 880 1. 00 0. 00 H 
8. 497 1. 00 0. 00 H 

7. 609 1. 00 0. 00 H 

8. 524 1. 00 0. 00 H 
6. 155 1. 00 0. 00 N 
5. 978 1. 00 0. 00 C 
5. 293 1. 00 0. 00 C 

4. 231 1. 00 0. 00 0 

5. 159 1. 00 0. 00 C 
5. 635 1. 00 0. 00 C 
5. 739 1. 00 0. 00 0 
5. 903 1. 00 0. 00 0 

5. 390 1. 00 0. 00 H 

6. 956 1. 00 0. 00 H 
5. 239 1. 00 0. 00 H 
4.124 1.00 0. 00 H 
5. 908 1. 00 0. 00 N 

5. 358 1. 00 0. 00 C 
3. 987 1. 00 0. 00 C 
3. 883 1. 00 0. 00 0 

6. 308 1. 00 0. 00 C 
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7. 582 1. 00 0. 00 C 

8. 432 1. 00 0. 00 C 

9. 620 1. 00 0. 00 0 

7. 908 1. 00 0. 00 0 
6. 752 1. 00 0. 00 H 

5. 250 1. 00 0. 00 H 

6. 582 1. 00 0. 00 H 
5. 796 1. 00 0. 00 H 
7.317 1.00 0. 00 H 

8. 163 1. 00 0. 00 H 

2. 938 1. 00 0. 00 N 
1. 573 1. 00 0. 00 C 
0. 980 1. 00 0. 00 C 
0. 932 1. 00 0. 00 0 

0. 699 1. 00 0. 00 C 
-0. 689 1. 00 0. 00 S 

3. 085 1. 00 0. 00 H 

1. 605 1. 00 0. 00 H 
1. 306 1. 00 0. 00 H 
0. 295 1. 00 0. 00 H 

-1. 328 1. 00 0. 00 H 

0. 529 1. 00 0. 00 N 

-0.061 1.00 0.00 C 

-1.359 1.00 0.00 C 

-2. 330 1. 00 0. 00 0 

-0. 310 1. 00 0. 00 C 

0. 594 1. 00 0. 00 H 

0. 645 1. 00 0. 00 H 

-1.085 1.00 0. 00 H 
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0. 618 1. 00 0. 00 H 

0. 600 1. 00 0. 00 H 

1. 369 1. 00 0. 00 N 
•2. 552 1. 00 0. 00 C 
•2. 218 1. 00 0. 00 C 
■2. 959 1. 00 0. 00 0 
■0. 565 1. 00 0. 00 H 
•3. 091 1. 00 0. 00 H 
-3. 184 1. 00 0. 00 H 
-1. 100 1. 00 0. 00 N 
-0. 668 1. 00 0. 00 C 
0. 206 1. 00 0. 00 C 
0. 538 1. 00 0. 00 0 

0. 097 1. 00 0. 00 C 
-0. 813 1. 00 0. 00 S 
-0. 552 1. 00 0. 00 H 
-1. 552 1. 00 0. 00 H 

1. 013 1. 00 0. 00 H 
0. 334 1. 00 0. 00 H 

-1. 151 1. 00 0. 00 H 

0. 574 1. 00 0. 00 N 

1. 410 1. 00 0. 00 C 

2. 827 1. 00 0. 00 C 

3. 155 1. 00 0. 00 0 
0. 803 1. 00 0. 00 C 
0. 089 1. 00 0. 00 0 

-0. 146 1. 00 0. 00 C 

0. 277 1. 00 0. 00 H 

1. 450 1. 00 0. 00 H 
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1. 600 1. 00 0. 00 H 
0. 700 1. 00 0. 00 H 
0. 352 1. 00 0. 00 H 
■1. 015 1. 00 0. 00 H 
•0. 453 1. 00 0. 00 H 

3. 663 1. 00 0. 00 N 

5. 046 1. 00 0. 00 C 
5.203 1.00 0.00 C 

6. 238 1. 00 0. 00 0 
5.977 1.00 0.00 C 

5. 663 1. 00 0. 00 C 

4. 466 1. 00 0. 00 0 

6. 613 1. 00 0. 00 0 
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WO 2004/016781 AM* 

W 595 





ATOM 


887 


0G1 


THR A 


65161. 357 


1 n 1 

1. 761 




ATOM 


888 


CG2 


THR A 


65161. 798 


ft O ft A 

3. 899 




ATOM 


889 


H 


THR A 


65158. 782 


1. 562 




ATOM 


890 


HA 


THR A 


65159. 435 


A A ft f~l 

4. 427 


5 


ATOM 


891 


HB 


THR A 


65161. 611 


3. 429 




ATOM 


892 


HG1 


THR A 


65161. 036 


1. 514 




ATOM 


893 


1HG2 


THR A 


65161. 522 


A ft j* ft 

4. 942 




ATOM 


894 


2HG2 


THR A 


65162. 870 


3. 806 




ATOM 


895 


3HG2 


THR A 


65161. 480 


3. 489 


10 


ATOM 


896 


N 


PHE A 


66158. 697 


4. 474 




ATOM 


897 


CA 


PHE A 


66158. 247 


4. 536 




ATOM 


898 


C 


PHE A 


66159. 181 


5. 403 




ATOM 


899 


0 


PHE A 


66159. 203 


6. 625 




ATOM 


900 


CB 


PHE A 


66156. 821 


5. 087 


15 


ATOM 


901 


CG 


PHE A 


66156. 154 


4. 856 




ATOM 


902 


CD1 


PHE A 


66155. 945 


3. 569 




ATOM 


903 


CD 2 


PHE A 


66155. 734 


5. 925 




ATOM 


904 


CE1 


PHE A 


66155. 330 


3. 354 




ATOM 


905 


CE2 PHE A 


66155. 120 


5. 716 


20 


ATOM 


906 


CZ 


PHE A 


66154. 917 


4. 429 




ATOM 


907 


H 


PHE A 


66158. 629 


5. 274 




ATOM 


908 


HA 


PHE A 


66158. 255 


3. 531 




ATOM 


909 


1HB 


PHE A 


66156. 221 


4. 611 




ATOM 


910 


2HB 


PHE A 


66156. 845 


6. 151 


25 


ATOM 


911 


HD1 


PHE A 


66156. 266 


2. 729 




ATOM 


912 


HD2 


1 PHE A 


66155. 892 


6. 932 




ATOM 


913 


HE1 PHE A 


66155. 174 


2. 346 




ATOM 


914 


HE2 PHE A 


66154. 798 


6. 558 




ATOM 


915 


HZ 


PHE A 


66154. 437 


4. 263 



Aj^ PCT/JP2003/010288 

1. 838 1. 00 0. 00 0 

2. 751 1. 00 0. 00 C 
2. 027 1. 00 0. 00 H 

1. 880 1. 00 0. 00 H 
0. 702 1. 00 0. 00 H 

2. 708 1. 00 0. 00 H 
2. 700 1. 00 0. 00 H 

2. 660 1. 00 0. 00 H 

3. 699 1. 00 0. 00 H 
-0. 471 1. 00 0. 00 N 
-1. 858 1. 00 0. 00 C 
-2. 695 1. 00 0. 00 C 
-2. 553 1. 00 0. 00 0 
-1. 927 1. 00 0. 00 C 
-3. 253 1. 00 0. 00 C 
-3. 724 1. 00 0. 00 C 
-4. 028 1. 00 0. 00 C 
-4. 942 1. 00 0. 00 C 
-5. 248 1. 00 0. 00 C 
-5. 706 1. 00 0. 00 C 

0. 089 1. 00 0. 00 H 
-2. 254 1. 00 0. 00 H 
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-6. 659 1. 00 0. 00 H 
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-3. 568 1. 00 0. 00 N 

-4. 429 1. 00 0. 00 C 

-3. 601 1. 00 0. 00 C 

-3. 971 1. 00 0. 00 0 

-5. 345 1. 00 0. 00 C 

-6. 328 1. 00 0. 00 C 

-7. 648 1. 00 0. 00 C 

-8. 726 1. 00 0. 00 N 

10. 018 1. 00 0. 00 C 

10. 396 1. 00 0. 00 N 

10. 935 1. 00 0. 00 N 

-3. 635 1. 00 0. 00 H 

-5. 036 1. 00 0. 00 H 

-4. 737 1. 00 0. 00 H 

-5. 908 1. 00 0. 00 H 

-6.514 1.00 0. 00 H 

-5. 896 1. 00 0. 00 H 

-7. 525 1. 00 0. 00 H 

-7. 911 1. 00 0. 00 H 

-8. 475 1. 00 0. 00 H 

-9.711 1. 00 0. 00 H 

11.369 1.00 0. 00 H 

•10. 655 1. 00 0. 00 H 

•11.906 1. 00 0. 00 H 

-2. 477 1. 00 0. 00 N 

-1.614 1. 00 0. 00 C 

-0. 837 1. 00 0. 00 C 

-0. 497 1. 00 0. 00 0 

-2. 233 1. 00 0. 00 H 
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ATOM 945 1HA GLY A 68163.671 5.557 -0.914 1.00 0. 00 H 

ATOM 946 2HA GLY A 68164.111 6.649 -2.219 1.00 0. 00 H 

ATOM 947 N THR A 69161.410 7.382 -0.558 1.00 0. 00 N 

ATOM 948 CA THR A 69160.730 8.437 0.183 1.00 0. 00 C 

5 ATOM 949 C THR A 69159.961 7.861 1.368 1.00 0. 00 C 

ATOM 950 0 THR A 69158.814 7.435 1.229 1.00 0.00 0 

ATOM 951 CB THR A 69159.775 9.199 -0.736 1.00 0. 00 C 

ATOM 952 0G1THRA 69160.414 9.534 -1.956 1.00 0.00 0 

ATOM 953 CG2 THR A 69159.252 10.482 -0.126 1.00 0. 00 C 

10 ATOM 954 H THR A 69160.899 6.601 -0.857 1.00 0. 00 H 

ATOM 955 HA THR A 69161.481 9.119 0.554 1.00 0. 00 H 

ATOM 956 HB THR A 69158.926 8.569 -0.959 1.00 0. 00 H 

ATOM 957 HG1 THR A 69159.785 9.968 -2.538 1.00 0. 00 H 

ATOM 958 1HG2 THR A 69160.058 10.996 0.376 1.00 0. 00 H 

15 ATOM 959 2HG2 THR A 69158.474 10.251 0.586 1.00 0. 00 H 

ATOM 960 3HG2 THR A 69158.852 11.114 -0.905 1.00 0. 00 H 

ATOM 961 N ARC A 70160. 601 7. 852 2. 533 1. 00 0. 00 N 

ATOM 962 CA ARG A 70159.977 7.329 3.742 1.00 0. 00 C 

ATOM 963 C ARG A 70158.734 8.134 4.107 1.00 0. 00 C 

20 ATOM 964 0 ARG A 70158.803 9.349 4.297 1.00 0.00 0 

ATOM 965 CB ARG A 70160.971 7.350 4.905 1.00 0. 00 C 

ATOM 966 CG ARG A 70160.431 6.721 6.179 1.00 0. 00 C 

ATOM 967 CD ARG A 70161.137 7.265 7.410 1.00 0. 00 C 

ATOM 968 NE ARG A 70162.447 6.649 7.608 1.00 0. 00 N 

25 ATOM 969 CZ ARG A 70163.112 6.674 8.761 1.00 0. 00 C 

ATOM 970 NH1 ARG A 70162.594 7.282 9.820 1.00 0. 00 N 

ATOM 971 NH2 ARG A 70164.298 6.088 8.854 1.00 0. 00 N 

ATOM 972 H ARG A 70161.513 8.206 2.580 1.00 0. 00 H 

ATOM 973 HA ARG A 70159.684 6.308 3.550 1.00 0. 00 H 
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l. 123 l. 00 0. 00 H 

0. 869 l. 00 0. 00 H 

1. 908 l. 00 0. 00 H 

6. 305 l. 00 0. 00 N 

7. 625 l. 00 0. 00 C 

8. 088 l. 00 0. 00 C 
7. 337 l. 00 0. 00 0 

7. 604 l. 00 0. 00 C 
6. 500 l. 00 0. 00 C 

5. 218 l. 00 0. 00 C 

6. 745 l. 00 0. 00 C 

4. 201 l. 00 0. 00 C 

5. 730 l. 00 0. 00 C 

4. 458 l. 00 0. 00 C 

5. 661 l. 00 0. 00 H 

8. 316 l. 00 0. 00 H 

8. 542 l. 00 0. 00 H 

7. 478 l. 00 0. 00 H 
5. 017 l. 00 0. 00 H 
7. 740 l. 00 0. 00 H 
3. 207 l. 00 0. 00 H 
5. 933 l. 00 0. 00 H 
3. 664 l. 00 0. 00 H 

9. 330 l. 00 0. 00 N 
9. 893 l. 00 0. 00 C 

10. 043 l. 00 0. 00 C 

10. 779 l. 00 0. 00 0 

11. 251 l. 00 0. 00 C 

11. 768 l. 00 0. 00 0 
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74156. 291 


-0. 267 


9. 397 


l. 00 


A A A A 

0. 00 c 




ATOM 


1042 


P 


PY<\ A 

LI O A 


74157. 312 


-l. 400 


9. 369 


l. 00 


0. 00 c 




ATOM 


1043 


u 


PY<\ A 

\jLO A 


74158. 519 


-l. 162 


9. 326 


l. 00 


0. 00 0 




ATOM 


1044 


PR 


PY^ A 

II J A 


74155. 315 


-0. 415 


8. 228 


l. 00 


A Aft A 

0. 00 c 




ATOM 


1045 


Oil 


PVQ A 

1 1 O A 


74153. 644 


0. 174 


8. 585 


l. 00 


ft ft n ft 

0. 00 s 


15 


ATOM 


1046 


ii 


PYR A 

OI O A 


74157. 745 


l. 139 


8. 773 


l. 00 


0. 00 H 




ATOM 


1047 


HA 


PYQ A 

Vvl O A 


74155. 740 


-0. 318 


10. 324 


l. 00 


0. 00 H 




ATOM 


1048 


lilD 


PY<\ A 


74155. 687 


0. 147 


7. 385 


l. 00 


0. 00 H 




ATOM 


1049 


9TTR 


PY<s A 

HO A 


74155. 246 


-l. 458 ' 


7. 957 


l. 00 


A ft ft Tt 

0. 00 H 




ATOM 


1050 


hc 


PY^ A 

1/ 1 U A 


74153. 401 


0. 807 


7. 905 


l. 00 


ft ft ft TT 

0. 00 H 


20 


ATOM 


1051 


N 


AT A A 

ALA A 


75156. 818 


-2. 634 


ft ft A ft 

9. 393 


l. 00 


ft ft ft IT 

0. 00 N 




ATOM 


1052 


PA 
vA 


AT A A 
aLa a 


75157. 687 


A A A P 

-3. 805 


A ft T 1 

9. 371 


1 A A 

l. 00 


A A A A 

0. 00 c 




ATOM 


1053 


P 


AT A A 

AajA A 


75158. 283 


A A ft A 

-4. 020 


n a a ii 

7. 984 


l. 00 


A A A A 

0. 00 c 




ATOM 


1054 


n 

\j 


AT A A 

AJU A A 


75157. 729 


o p n n 

-3. 566 


A AAA 

6. 982 


1. 00 


A ft ft ft 

0. 00 0 




A TAIf 

ATOM 


1 A P P 

1055 


CR 


AT A A 

ALA A 


75156. 917 


P. A A A 

-5. 040 


A O 1 A 

9. 814 


1 A A 

1. 00 


A A A A 

0. 00 c 


A f~ 

25 


ATOM 


* A P A 

1056 


tt 

H 


ATA A 

ALA A 


T P 1 P P C\ A 1 

75155. 847 


ft »7 /? A 

-2. 760 


A yl ft *7 

9. 427 


1 A A 

l. 00 


A A A TT 

0. 00 H 




ATOM 


1057 


HA 


ALA A 


75158. 489 


-3. 638 


10. 075 


l. 00 


0. 00 H 




ATOM 


1058 


1HB 


ALA A 


75155. 867 


-4. 905 


9. 601 


l. 00 


0. 00 H 




ATOM 


1059 


2HB 


ALA A 


75157. 053 


-5. 188 


10. 875 


l. 00 


0. 00 H 




ATOM 


1060 


3HB 


ALA A 


75157. 284 


-5. 905 


9. 281 


l. 00 


0. 00 H 
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ATOM 


1 f\ ft 1 

1061 


N 


LEU A 


76159. 415 


a n 1 a 

-4. 714 




ATOM 


1 f\ n o 

1062 


CA 


T T"*TT A 

LEU A 


76160. 087 


a non 

-4. 989 




ATOM 


■i ft n o 

1063 


c 


T T^TI A 

LEU A 


76159. 292 


-5. 989 




ATOM 


1064 


0 


LEU A 


76158. 703 


-6. 928 


5 


ATOM 


1065 


CB 


LEU A 


n r* 1 ft 1 A <\n 

76161. 497 


-5. 526 




ATOM 


1066 


CG 


LEU A 


i~i ft 1 n ft. r ft ft 

76162. 526 


-4. 473 




ATOM 


1067 


CDl 


LEU A 


n /i 4 ft n r p ft 

76163. 556 


r* ft r7 ft 

-5. 076 




ATOM 


1068 


CD2 LEU A 


n /-» n ft ft ft i - 

76163. 205 


ft O ft A 

-3. 884 




ATOM 


1069 


H 


LEU A 


76159. 809 


r* ft ft 

-5. 049 


10 


ATOM 


1070 


HA 


LEU A 


76160. 158 


-4. 060 




ATOM 


1071 


lHB 


LEU A 


76 16 1- 440 


-6. 270 




ATOM 


1072 


2HB 


LEU A 


76161. 846 


-6. 002 




ATOM 


1073 


HG 


LEU A 


76162. 024 


-3. 672 




ATOM 


1074 


lHDl 


LEU A 


76164. 227 


-4. 301 


15 


ATOM 


1075 


2HD1 


LEU A 


76164. 119 


-5. 836 




ATOM 


1076 


3HD1 


LEU A 


76163. 054 


-5. 516 




ATOM 


1077 


1HD2 


LEU A 


76164. 119 


-4. 423 




ATOM 


1078 


2HD2 LEU A 


76163. 435 


-2. 843 




ATOM 


1079 


3HD2 LEU A 


76162. 545 


-3. 964 


20 


ATOM 


1080 


N 


LYS A 


77159. 280 


-5. 781 




ATOM 


1081 


CA 


LYS A 


77158. 557 


-6. 664 




ATOM 


1082 


C 


LYS A 


77157. 066 


-6. 671 




ATOM 


1083 


0 


LYS A 


77156. 405 


t-t r7 ft ft 

-7. 706 




ATOM 


1084 


CB 


LYS A 


77159. 116 


n ft n ft 

-8. 086 


25 


ATOM 


1085 


CG 


LYS A 


rr n 1 ft ft ft i ft 

77160. 612 


ft * it o 

-8. 168 




ATOM 


1086 


CD 


LYS A 


77160. 947 


-7. 836 




ATOM 


1087 


CE 


LYS A 


77162. 232 


-7. 030 




ATOM 


1088 


NZ 


LYS A 


77163. 397 


-7. 769 




ATOM 


1089 


H 


LYS A 


77159. 769 


-5.015 



PCT/JP2003/010288 

7. 933 1. 00 0. 00 N 

6. 668 1. 00 0. 00 C 

5. 836 1. 00 0. 00 C 

6. 371 1. 00 0. 00 0 

6. 922 1. 00 0. 00 C 

7. 335 1. 00 0. 00 C 

8. 278 1. 00 0. 00 C 
6. 109 1. 00 0. 00 C 
8. 766 1. 00 0. 00 H 

6. 123 1. 00 0. 00 H 

7. 703 1. 00 0. 00 H 
6.018 1.00 0. 00 H 

7. 858 1. 00 0. 00 H 

8. 621 1. 00 0. 00 H 
7. 758 1. 00 0. 00 H 

9. 127 1. 00 0. 00 H 

5. 908 1. 00 0. 00 H 

6. 288 1. 00 0. 00 H 
5. 258 1. 00 0. 00 H 
4. 523 1. 00 0. 00 N 
3. 615 1. 00 0. 00 C 
3. 934 1. 00 0. 00 C 
3. 838 1. 00 0. 00 0 
3. 701 1. 00 0. 00 C 
3. 444 1. 00 0. 00 C 
1. 998 1. 00 0. 00 C 

1. 896 1. 00 0. 00 C 

2. 455 1. 00 0. 00 N 
4.155 1.00 0. 00 H 
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ATOM 


1090 


TT A 

HA 


T VC A 

Lib A 


77irn C A C 

/ / loo. b9o 


-6. 293 




A TAXI 

ATOM 


1091 


1HB 


T VP A 

LYS A 


f 7 r 71C , 0 A O 1 

77158. 921 


o a n o 

-8. 478 




A TAXI 

ATOM 


1092 


2HB 


T XT O A 

LYS A 


771 rn CIO 

77158. 612 


O 7AO 

-8. 703 




ATOM 


1093 


1HG 


LYS A 


77 1 6 1. 1 1 8 


-7. 467 


5 


ATOM 


1094 2HG 


LYS A 


t-7 1~I -t r% r\ AHA 

77160. 950 


A 1 n 1 

-9. I7l 




ATOM 


iuyo 


ixiu 


t tr a a 

LYS A 


77161. 066 


n or r 

-8. 755 




ATOM 


iuyo 


own 
L nil 


T XT n A 

LYS A 


77160. 137 


-7. 26 1 




ATOM 


1 no.7 
iuy { 


inn 


LYS A 


nf71 AA /Inn 

77162. 423 


-6. 812 




ATOM 


1 AQQ 




LYS A 


77162. 107 


-6. 106 


10 


ATOM 


1 a ao 

luyy 


1 117 

lH/t 


LYS A 


n n < rt t\ n f\ e\ 

77163. 792 


-8. 41 1 




ATOM 


1 1 aa 
1 1UU 


9U7 


LYS A 


77163. 103 


-8. 329 




ATOM 


1 1 a i 
1 1U1 


iWL 


LYS A 


77164. 136 


-7. 099 




ATOM 


1 1 no 
1 1UZ 


JN 


LYS A 


78156. 541 


-5. 511 




ATOM 


1 1 AO 


r a 
LA 


LYS A 


78155. 127 


-5. 382 


15 


ATOM 


1 1 (\A 

1 1U4 


n 
L 


LYS A 


78154. 606 


-3. 995 




ATOM 


1 1 AG 

1 luo 


U 


LYS A 


78153. 800 


-3. 414 




ATOM 


1 1 AA 
1 1UO 




LYS A 


78154. 906 


-5. 649 




ATOM 


1 1 07 




LYS A 


78155. 398 


-7. 014 




ATOM 


1 luo 




LYS A 


78155. 107 


-7. 251 


20 


ATOM 


1 1 HQ 

i iuy 




LYS A 


78153. 901 


-8. 157 




ATOM 


1110 


NZ 


LYS A 


nr\4^*c* ^\r*j~ 

78153. 055 


n nn n 

-7. 722 




ATOM 


1111 


H 


T TTO A 

LYS A 


78157. 119 


A *"t ft 1 

-4. 72 1 




ATOM 


1112 


HA 


LYS A 


78154. 585 


P 1 1 A 

-6. 1 19 




ATOM 


1113 


1HB 


T VO A 

LYS A 


78155. 428 


/t O A £ 

-4. 895 


25 


ATOM 


1114 


2HB 


LYS A 


78153. 850 


r coo 

-5. 582 




ATOM 


1115 


1HG 


LYS A 


78154. 903 


-7. 776 




ATOM 


1116 


2HG 


LYS A 


78156. 465 


-7. 072 




ATOM 


1117 


1HD 


LYS A 


78155. 968 


-7.715 




ATOM 


1118 


2HD 


LYS A 


78154. 912 


-6. 302 



A*^ PCT/JP2003/010288 

2. 611 1. 00 0. 00 H 

4. 689 1. 00 0. 00 H 

2. 972 1. 00 0. 00 H 
4. 090 1. 00 0. 00 H 

3. 661 1. 00 0. 00 H 
1. 445 1. 00 0. 00 H 

1. 575 1. 00 0. 00 H 

0. 855 1. 00 0. 00 H 

2. 440 1. 00 0. 00 H 

1. 738 1. 00 0. 00 H 

3. 281 1. 00 0. 00 H 

2. 751 1. 00 0. 00 H 

4. 313 1. 00 0. 00 N 
4. 646 1. 00 0. 00 C 

4. 282 1. 00 0. 00 C 

5. 007 1. 00 0. 00 0 

6. 136 1. 00 0. 00 C 
6. 589 1. 00 0. 00 C 
8. 062 1. 00 0. 00 C 

8. 253 1. 00 0. 00 C 

9. 398 1. 00 0. 00 N 
4. 370 1. 00 0. 00 H 
4. 073 1. 00 0. 00 H 
6. 706 1. 00 0. 00 H 
6. 349 1. 00 0. 00 H 
6. 006 1. 00 0. 00 H 
6. 428 1. 00 0. 00 H 
8. 519 1. 00 0. 00 H 
8. 539 1. 00 0.00 H 
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ATOM 


1119 


1HE 


LYS A 


78153. 307 


-8. 140 




ATOM 


1120 


2HE 


LYS A 


78154. 248 


-9. 164 
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LYS A 


78153. 621 


-7. 164 




ATOM 


1122 2HZ 


LYS A 


78152. 669 


-8. 552 
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ATOM 


1 1 O 9 

1 116 




LYS A 


78152. 265 


-7. 138 
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1 1 0 A 

11Z4 




ALA A 


79155. 073 


-3. 472 
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1 IOC 

11Z5 


CA 


ALA A 


79154. 655 


-2. 153 




ATOM 


1 1 O P 

1126 


C 


ALA A 


79154. 517 


-2. 120 




ATOM 


1127 


0 


ALA A 


79155. 505 


-1. 978 


10 
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1 1 o o 

1 1 28 


CB 


ALA A 


79155. 643 


-1. 094 




ATOM 


1129 


TT 

H 


ALA A 


79155. 715 


-3. 984 




ATOM 


1 1 O A 

1 1 30 


TT A 

HA 


ALA A 


79153. 694 


-1. 934 




ATOM 


1131 


A TTT1 

1HB 


ALA A 


79155. 109 


-0. 193 




ATOM 


1132 


r\ TTT> 

2HB 


ALA A 


79156. 343 


-0. 882 


15 


ATOM 


1 1 33 


3HB 


ALA A 


79156. 180 


-1.458 




ATOM 


1 1 34 


N 


LEU A 


80153. 284 


-2. 253 




ATOM 


1 1 35 


CA 


LEU A 


80153. 016 


-2. 239 




ATOM 


1 136 


C 


LEU A 


80152. 228 


-0. 993 




ATOM 


1 1 07 
1 10 f 


0 


LEU A 


80151. 021 


-0.912 


20 


ATOM 


1 1 o o 

lloo 


CB 


LEU A 


80152. 243 


-3. 495 




ATOM 


1 1 on 
1 lo3 


CG 


LEU A 


80151. 860 


-3. 568 




ATOM 


1140 


CD1 


LEU A 


80152. 992 


-4. 173 




ATOM 


1141 


CD 2 LEU A 


80150. 582 


-4. 372 




ATOM 


1142 


H 


LEU A 


80152. 538 


-2. 364 


25 


ATOM 


1143 


HA 


LEU A 


80153. 965 


-2. 227 




ATOM 


1144 


1HB 


LEU A 


80152. 849 


-4. 357 




ATOM 


1145 


2HB 


LEU A 


80151. 338 


-3. 541 




ATOM 


1146 


HG 


LEU A 


80151. 683 


-2. 567 




ATOM 


1147 


1HD1 LEU A 


80153. 928 


-4. 030 



PCT/JP2003/010288 

7. 352 1. 00 0. 00 H 

8. 434 1. 00 0. 00 H 
10. 069 1. 00 0. 00 H 

9. 894 1. 00 0. 00 H 
9. 057 1. 00 0. 00 H 
3. 153 1. 00 0. 00 N 

2. 692 1. 00 0. 00 C 

1. 174 1. 00 0. 00 C 
0. 454 1. 00 0. 00 0 

3. 158 1. 00 0. 00 C 

2. 618 1. 00 0. 00 H 

3. 136 1. 00 0. 00 H 

3. 418 1. 00 0. 00 H 
2. 363 1. 00 0. 00 H 

4. 022 1. 00 0. 00 H 

0. 695 1. 00 0. 00 N 
-0. 738 1. 00 0. 00 C 
-1. 131 1.00 0.00 C 
-0. 900 1. 00 0. 00 0 
-1. 146 1. 00 0. 00 C 
-2. 625 1. 00 0. 00 C 
-3. 440 1. 00 0. 00 C 
-2. 804 1. 00 0. 00 C 

1. 320 1. 00 0. 00 H 
-1. 254 1. 00 0. 00 H 
-0. 909 1. 00 0. 00 H 
-0. 561 1. 00 0. 00 H 
-2. 994 1. 00 0. 00 H 
-2. 920 1. 00 0. 00 H 
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ATOM 


1148 


2HD1 


LEU A 


80153. 039 


-3. 691 


-4. 404 


1. 00 


0. 00 H 




ATOM 


1149 


3HD1 


LEU A 


80152. 813 


-5. 230 


-3. 574 


1. 00 


0. 00 H 




ATOM 


1150 


1HD2 


LEU A 


80149. 732 


-3. 705 


-2. 783 


1. 00 


0. 00 H 




ATOM 


1151 


2HD2 


LEU A 


80150. 494 


-5. 092 


-2. 005 


1. 00 


0. 00 H 
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ATOM 


1152 


3HD2 


LEU A 


80150. 611 


-4. 887 


-3. 753 


1. 00 


0. 00 H 




ATOM 


1153 


N 


PHE A 


81152. 918 


-0. 024 


-1. 724 


1. 00 


0. 00 N 




ATOM 


1154 


CA 


PHE A 


81152. 282 


1. 217 


-2. 148 


1. 00 


0. 00 C 




ATOM 


1155 


C 


PHE A 


81151.414 


0. 992 


-3. 380 


1. 00 


0. 00 c 




ATOM 


1156 


0 


PHE A 


81151. 765 


0. 211 


-4. 266 


1. 00 


0. 00 0 


10 


ATOM 


1157 


CB 


PHE A 


81153. 338 


2. 283 


-2. 442 


1. 00 


0. 00 c 




ATOM 


1158 


CG 


PHE A 


81154. 088 


2. 738 


-1. 222 


1. 00 


0. 00 c 




ATOM 


1159 


CD1 


PHE A 


81153. 620 


3. 795 


-0. 458 


1. 00 


0.00 c 




ATOM 


1160 


CD2 


PHE A 


81155. 262 


2. 108 


-0. 840 


1. 00 


0. 00 c 




ATOM 


1161 


CE1 


PHE A 


81154. 307 


4. 216 


0. 663 


1. 00 


0. 00 c 


15 


ATOM 


1162 


CE2 


PHE A 


81155. 954 


2. 524 


0. 282 


1. 00 


0. 00 c 




ATOM 


1163 


CZ 


PHE A 


81155. 476 


3. 580 


1. 035 


1. 00 


0.00 c 




ATOM 


1164 


H 


PHE A 


81153. 878 


-0. 147 


-1. 880 


1. 00 


0. 00 H 




ATOM 


1165 


HA 


PHE A 


81151. 654 


1. 560 


-1. 339 


1. 00 


0. 00 H 




ATOM 


1166 


1HB 


PHE A 


81154. 056 


1. 886 


-3. 143 


1. 00 


0. 00 H 


20 


ATOM 


1167 


2HB 


PHE A 


81152. 857 


3. 146 


-2. 878 


1. 00 


0. 00 H 




ATOM 


1168 


HD1 


PHE A 


81152. 706 


4. 293 


-0. 747 


1. 00 


0. 00 H 




ATOM 


1169 


HD2 


PHE A 


81155. 637 


1. 284 


-1. 428 


1. 00 


0. 00 H 




ATOM 


1170 


HE1 


PHE A 


81153. 931 


5. 041 


1. 250 


1. 00 


0. 00 H 




ATOM 


1171 


HE2 


PHE A 


81156. 868 


2. 025 


0. 569 


1. 00 


0. 00 H 


25 


ATOM 


1172 


HZ 


PHE A 


81156. 015 


3. 907 


1. 911 


1. 00 


0. 00 H 




ATOM 


1173 


N 


VAL A 


82150. 279 


1. 680 


-3. 431 


1. 00 


0. 00 N 




ATOM 


1174 


CA 


VAL A 


82149. 360 


1.560 


-4. 554 


1. 00 


0. 00 C 




ATOM 


1175 


C 


VAL A 


82148. 457 


2. 783 


-4. 654 


1. 00 


0. 00 C 




ATOM 


1176 


0 


VAL A 


82148. 391 


3.594 


-3. 730 


1. 00 


0. 00 0 
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ATOM 


1177 CB 


VAL A 


82148. 483 




ATOM 


1178 CGI VAL A 


82149. 314 




ATOM 


1179 CG2 VAL A 


82147 799 




ATOM 


1180 H 


VAL A 


82150 055 
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ATOM 


1181 HA 


VAL A 


82149 945 




ATOM 


1182 HB 


VAL A 


82147 719 




ATOM 


1183 1HG1 


VAL A 


82149 883 




ATOM 


1184 2HG1 


VAL A 


82148 659 




ATOM 


1185 3HG1 


VAL A 


82149 988 
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ATOM 


1186 1HG2 VAL A 


82147 759 




ATOM 


1187 2HG2 VAL A 


82146 796 




ATOM 


1188 3HG2 VAL A 


82148 356 




ATOM 


1189 N 


LYS A 


83147 768 
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1190 CA 


TYS A 


83146 87? 
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ATOM 


1191 C 


LYS A 


83145 593 




ATOM 


1192 0 


LYS A 


83144 9ftR 




ATOM 


1193 CB 


LYS A 


83146 539 




ATOM 


1194 CG 


LYS A 


83147 683 




ATOM 


1195 CD 


LYS A 


83147 295 


20 


ATOM 


1196 CE 


LYS A 


83148 1 n 1 




ATOM 


1197 NZ 


LYS A 


83147 243 




ATOM 


1198 H 


LYS A 


83147 865 




ATOM 


1199 HA 


LYS A 


83147 383 




ATOM 


1200 1HB 


LYS A 


83146 291 


25 


ATOM 


1201 2HB 


LYS A 


83145 685 




ATOM 


1202 1HG 


LYS A 


09 1/17 0£ t 




ATOM 


1203 2HG 


LYS A 


83148. 529 




ATOM 


1204 1HD 


LYS A 


83146. 247 




ATOM 


1205 2HD 


LYS A 


83147. 478 




PCT/JP2003/010288 



0. 299 -4. 436 1. 00 0. 00 C 

-0. 953 -4. 669 1. 00 0. 00 C 

0. 250 -3. 079 1. 00 0. 00 C 

2. 288 -2. 697 1. 00 0. 00 H 

1.481 -5.459 1.00 0. 00 H 

0. 344 -5. 198 1. 00 0. 00 H 

-0. 844 -5. 579 1. 00 0. 00 H 

-1. 808 -4. 754 1. 00 0. 00 H 

-1. 098 -3. 838 1. 00 0. 00 H 

-0. 772 -2. 732 1. 00 0. 00 H 

0. 639 -3. 166 1. 00 0. 00 H 

0. 848 -2. 373 1. 00 0. 00 H 

2. 913 -5. 780 1. 00 0. 00 N 
4. 040 -6. 002 1. 00 0. 00 C 

3. 895 -5. 186 1. 00 0. 00 C 

2. 877 -5. 259 1. 00 0. 00 0 

4. 163 -7. 488 1. 00 0. 00 C 
4. 726 -8. 314 1. 00 0. 00 C 
4. 875 -9. 778 1. 00 0. 00 C 

3. 940 -10. 665 1.00 0.00 C 

3. 255 -11. 671 1. 00 0. 00 N 

2. 234 -6. 482 1. 00 0. 00 H 

4. 937 -5. 685 1. 00 0. 00 H 

3. 184 -7. 873 1. 00 0. 00 H 

4. 813 -7. 604 1. 00 0. 00 H 

5. 696 -7. 923 1. 00 0. 00 H 
4. 059 -8. 239 1. 00 0. 00 H 

4. 647 -9. 890 1. 00 0. 00 H 

5. 895 -10. 085 1. 00 0. 00 H 
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ATOM 


1206 


1HE 


LYS A 


83148. 856 


4. 515 




ATOM 


1207 


2HE 


LYS A 


83148. 577 


3. 198 




ATOM 


1208 


1HZ 


LYS A 


83146. 567 


2. 625 




ATOM 


1209 


2HZ 


LYS A 


83147. 832 


2. 688 


5 


ATOM' 


1210 


3HZ 


LYS A 


83146. 716 


3. 956 




ATOM 


1211 


N 


LEU A 


84145. 285 


4. 925 




ATOM 


1212 


CA 


LEU A 


84144. 093 


4. 931 




ATOM 


1213 


C 


LEU A 


84142. 838 


4. 649 




ATOM 


1214 


0 


LEU A 


84141. 964 


3. 893 


10 


ATOM 


1215 


CB 


LEU A 


84143. 962 


6. 281 




ATOM 


1216 


CG 


LEU A 


84142. 694 


6. 455 




ATOM 


1217 


CD1 


LEU A 


84142. 804 


5. 676 




ATOM 


1218 


CD2 LEU A 


84142. 439 


7. 929 




ATOM 


1219 


H 


LEU A 


84145. 878 


5. 706 


15 


ATOM 


1220 


HA 


LEU A 


84144. 206 


4. 156 




ATOM 


1221 


1HB 


LEU A 


84144. 818 


6. 409 




ATOM 


1222 


2HB 


LEU A 


84143. 980 


7. 058 




ATOM 


1223 


HG 


LEU A 


84141. 850 


6. 066 




ATOM 


1224 


1HD1 


LEU A 


84141. 898 


5. 803 


20 


ATOM 


1225 


2HD1 


LEU A 


84143. 646 


6. 044 




ATOM 


1226 


3HD1 


LEU A 


84142. 948 


4. 628 




ATOM 


1227 


1HD2 LEU A 


84141. 378 


8. 095 




ATOM 


1228 


2HD2 LEU A 


84142. 809 


8. 520 




ATOM 


1229 


3HD2 LEU A 


84142. 948 


8. 218 


25 


ATOM 


1230 


N 


LYS A 


85142. 757 


5. 261 




ATOM 


1231 


CA 


LYS A 


85141. 609 


5. 075 




ATOM 


1232 


C 


LYS A 


85141. 506 


3. 625 




ATOM 


1233 


0 


LYS A 


85140. 431 


3. 163 




ATOM 


1234 


CB 


LYS A 


85141. 705 


6. 009 



PCT/JP2003/010288 

11.181 1.00 0. 00 H 

10. 043 1. 00 0. 00 H 

11.195 1.00 0. 00 H 

12. 316 1. 00 0. 00 H 

12. 229 1. 00 0. 00 H 

-4. 406 1. 00 0. 00 N 

-3. 566 1. 00 0. 00 C 

-4. 389 1. 00 0. 00 C 

-3. 964 1. 00 0. 00 0 

-2. 858 1. 00 0. 00 C 

-2. 019 1. 00 0. 00 C 

-0. 718 1. 00 0. 00 C 

-1. 741 1. 00 0. 00 C 

-4. 394 1. 00 0. 00 H 

-2. 825 1. 00 0. 00 H 

-2. 212 1. 00 0. 00 H 

-3. 607 1. 00 0. 00 H 

-2. 570 1. 00 0. 00 H 

-0. 145 1. 00 0. 00 H 

-0. 149 1. 00 0. 00 H 

-0. 937 1. 00 0. 00 H 

-1. 627 1. 00 0. 00 H 

-2. 565 1. 00 0. 00 H 

-0. 834 1. 00 0. 00 H 

-5. 565 1. 00 0. 00 N 

-6. 444 1. 00 0. 00 C 

-6. 914 1. 00 0. 00 C 

-7. 297 1. 00 0. 00 0 

-7. 652 1. 00 0. 00 C 
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-8. 542 1. 00 0. 00 C 

-9. 750 1. 00 0. 00 C 

-10. 293 1. 00 0. 00 C 

-9. 359 1. 00 0. 00 N 

-5. 849 1. 00 0. 00 H 

-5. 882 1. 00 0. 00 H 

-8. 247 1. 00 0. 00 H 

-7. 299 1. 00 0. 00 H 

-7. 970 1. 00 0. 00 H 

-8. 882 1. 00 0. 00 H 

-10. 524 1. 00 0. 00 H 

-9. 459 1. 00 0. 00 H 

-10. 450 1. 00 0. 00 H 

-11. 237 1. 00 0. 00 H 

-9. 359 1. 00 0. 00 H 

-8. 394 1. 00 0. 00 H 

-9. 652 1. 00 0. 00 H 

-6. 880 1. 00 0. 00 N 

-7. 302 1. 00 0. 00 C 

-6. 100 1. 00 0. 00 C 

-6. 129 1. 00 0. 00 0 

-8. 096 1. 00 0. 00 C 

-9. 379 1. 00 0. 00 0 

-6. 565 1. 00 0. 00 H 

-7. 938 1. 00 0. 00' H 

-7. 562 1. 00 0. 00 H 

-8.218 1.00 0. 00 H 

-9. 298 1. 00 0. 00 H 

-5. 043 1. 00 0. 00 N 





ATOM 


1235 


CG 


LYS A 


85142. 906 


5. 733 




ATOM 


1236 


CD 


LYS A 


85142. 926 


6. 656 




ATOM 


1237 


CE 


LYS A 


85144. 334 


6. 833 




ATOM 


1238 


NZ 


LYS A 


85145. 199 


7. 606 


5 


ATOM 


1239 


H 


LYS A 


85143. 485 


5. 853 




ATOM 


1240 


HA 


LYS A 


85140. 720 


5. 321 




ATOM 


1241 


1HB 


LYS A 


85140. 811 


5. 902 




ATOM 


1242 


2HB 


LYS A 


85141. 773 


7. 028 




ATOM 


1243 


1HG 


LYS A 


85143. 809 


5. 886 


10 


ATOM 


1244 


2HG 


LYS A 


85142. 863 


4. 709 




ATOM 


1245 


1HD 


LYS A 


85142. 303 


6. 234 




ATOM 


1246 


2HD 


LYS A 


85142. 537 


7. 621 




ATOM 


1247 


1HE 


LYS A 


85144. 771 


5. 857 




ATOM 


1248 


2HE 


LYS A 


85144. 279 


7. 357 


15 


ATOM 


1249 


1HZ 


LYS A 


85146. 163 


7. 216 




ATOM 


1250 


2HZ 


LYS A 


85144. 816 


7. 555 




ATOM 


1251 


3HZ 


LYS A 


85145. 238 


8. 604 




ATOM 


1252 


N 


SER A 


86142. 628 


2. 912 




ATOM 


1253 


CA 


SER A 


86142. 658 


1. 516 


20 


ATOM 


1254 


C 


SER A 


86142. 572 


0. 581 




ATOM 


1255 


0 


SER A 


86143. 096 


-0. 532 




ATOM 


1256 


CB 


SER A 


86143. 933 


1. 229 




ATOM 


1257 


OG 


SER A 


86143. 882 


1. 831 




ATOM 


1258 


H 


SER A 


86143. 455 


3. 334 


25 


ATOM 


1259 


HA 


SER A 


86141. 803 


1. 345 




ATOM 


1260 


1HB 


SER A 


86144. 785 


1. 623 




ATOM 


1261 


2HB 


SER A 


86144. 046 


0. 162 




ATOM 


1262 


HG 


SER A 


86143. 552 


2. 728 




ATOM 


1263 


N 


CYS A 


87141. 909 


1. 041 
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ATOM 


1264 


CA 


CYS A . 


87141. 754 


0. 245 




ATOM 


1265 


C 


CYS A 


87140. 287 


-0. 085 




ATOM 


1266 


0 


CYS A 


87139. 398 


0. 455 




ATOM 


1267 


CB 


CYS A 


87142. 334 


0. 991 


5 


ATOM 


1268 


SG 


CYS A 


87144. 132 


0. 871 




ATOM 


1269 


H 


CYS A 


87141. 513 


1. 936 




ATOM 


1270 


HA 


CYS A 


87142. 300 


-0. 678 




ATOM 


1271 


1HB 


CYS A 


87142. 080 


2. 038 




ATOM 


1272 


2HB 


CYS A 


87141. 902 


0. 590 


10 


ATOM 


1273 


HG 


CYS A 


87144. 490 


1. 762 




ATOM 


1274 


N 


ARG A 


88140. 038 


-0. 975 




ATOM 


1275 


CA 


ARG A 


88138. 677 


-1. 376 




ATOM 


1276 


C 


ARG A 


88138. 516 


-1. 547 




ATOM 


1277 


0 


ARG A 


88139. 430 


-2. 015 


15 


ATOM 


1278 


CB 


ARG A 


88138. 316 


-2. 679 




ATOM 


1279 


CG 


ARG A 


88136. 957 


-2. 642 




ATOM 


1280 


CD 


ARG A 


88136. 152 


-3. 901 




ATOM 


1281 


NE 


ARG A 


88136. 210 


-4. 851 




ATOM 


1282 


CZ 


ARG A 


88135. 562 


-4. 684 


20 


ATOM 


1283 


NH1 


ARG A 


88134. 809 


-3. 609 




ATOM 


1284 


NH2 


ARG A 


88135. 669 


-5. 596 




ATOM 


1285 


H 


ARG A 


88140. 789 


-1. 371 




ATOM 


1286 


HA 


ARG A 


88138. 012 


-0. 594 




ATOM 


1287 


1HB 


ARG A 


88139. 065 


-2. 882 


25 


ATOM 


1288 


2HB 


ARG A 


88138. 314 


-3. 485 




ATOM 


1289 


IHG 


ARG A 


88136. 406 


-1. 788 




ATOM 


1290 


2HG 


ARG A 


88137. 102 


-2. 553 




ATOM 


1291 


1HD 


ARG A 


88136. 549 


-4. 374 




ATOM 


1292 


2HD 


ARG A 


88135. 123 


-3. 624 



PCT/JP2003/010288 

3. 831 1. 00 0. 00 C 

3. 581 1. 00 0. 00 C 

4. 240 1. 00 0. 00 0 
2. 628 1. 00 0. 00 C 
■2. 480 1. 00 0. 00 S 
•5. 080 1. 00 0. 00 H 
•3. 968 1. 00 0. 00 H 
•2. 707 1. 00 0. 00 H 
-1. 722 1. 00 0. 00 H 
-2. 492 1. 00 0. 00 H 
-2. 625 1. 00 0. 00 N 
-2. 290 1. 00 0. 00 C 
-0. 779 1. 00 0. 00 C 
-0. 100 1. 00 0. 00 0 
-3.006 1.00 0.00 C 
-3. 687 1. 00 0. 00 C 
-3.401 1.00 0.00 C 
-4.511 1.00 0. 00 N 
-5. 662 1. 00 0. 00 C 
-5. 860 1. 00 0. 00 N 
-6. 620 1. 00 0. 00 N 
-2. 134 1. 00 0. 00 H 
-2. 626 1. 00 0. 00 H 
-3. 758 1. 00 0. 00 H 
-2. 287 1. 00 0. 00 H 
-3. 325 1. 00 0. 00 H 
-4. 754 1. 00 0. 00 H 
-2. 515 1. 00 0. 00 H 
-3. 230 1. 00 0. 00 H 



WO 2004/016781 

W 6Q9 





ATOM 


1293 


HE 


ARG A 


88136. 758 


-5. 654 




ATOM 


1294 


1HH1 


ARG A 


88134. 726 


-2. 918 




ATOM 


1295 


2HH1 


ARG A 


88134. 326 


-3. 490 




ATOM 


1296 


1HH2 


ARG A 


88136. 235 


-6. 408 


5 


ATOM 


1297 


2HH2 


ARG A 


88135. 182 


-5. 472 




ATOM 


1298 


N 


PRO A 


89137. 347 


-1. 171 




ATOM 


1299 


CA 


PRO A 


89137. 076 


-1. 289 




ATOM 


1300 


C 


PRO A 


89137. 299 


-2. 706 




ATOM 


1301 


0 


PRO A 


89136. 768 


-3. 669 


10 


ATOM 


1302 


CB 


PRO A 


89135. 598 


-0. 903 




ATOM 


1303 


CG 


PRO A 


89135. 324 


-0. 061 




ATOM 


1304 


CD 


PRO A 


89136. 200 


-0. 603 




ATOM 


1305 


HA 


PRO A 


89137. 679 


-0. 600 




ATOM 


1306 


1HB 


PRO A 


89134. 990 


-1. 796 


15 


ATOM 


1307 


2HB 


PRO A 


89135. 442 


-0. 350 




ATOM 


1308 


1HG 


PRO A 


89134. 284 


-0. 143 




ATOM 


1309 


2HG 


PRO A 


89135. 578 


0. 967 




ATOM 


1310 


1HD 


PRO A 


89135. 679 


-1. 369 




ATOM 


1311 


2HD 


PRO A 


89136. 518 


0. 192 


20 


ATOM 


1312 


N 


ASP A 


90138. 086 


-2. 827 




ATOM 


1313 


CA 


ASP A 


90138. 377 


-4. 128 




ATOM 


1314 


C 


ASP A 


90137. 565 


-4. 341 




ATOM 


1315 


0 


ASP A 


90137. 724 


-3. 612 




ATOM 


1316 


CB 


ASP A 


90139. 871 


-4. 249 


25 


ATOM 


1317 


CG 


ASP A 


90140. 326 


-5. 692 




ATOM 


1318 


0D1 


ASP A 


90141. 391 


-5. 940 




ATOM 


1319 


0D2 ASP A 


90139. 619 


-6. 574 




ATOM 


1320 


H 


ASP A 


90138. 479 


-2. 022 




ATOM 


1321 


HA 


ASP A 


90138. 104 


-4. 887 
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4. 392 1. 00 0. 00 H 

•5. 142 1. 00 0. 00 H 

•6. 727 1. 00 0. 00 H 

•6. 476 1. 00 0. 00 H 

■7. 484 1. 00 0. 00 H 

•0. 232 1. 00 0. 00 N 

1. 206 1. 00 0. 00 C 

1. 721 1. 00 0. 00 C 

1. 167 1. 00 0. 00 0 

1.328 1.00 0.00 C 

0. 130 1. 00 0. 00 C 
-0.964 1.00 0.00 C 

1. 779 1. 00 0. 00 H 

1. 332 1. 00 0. 00 H 

2. 242 1. 00 0. 00 H 
-0. 145 1. 00 0. 00 H 

0. 338 1. 00 0. 00 H 

-1. 520 1. 00 0. 00 H 

-1. 622 1. 00 0. 00 H 

2. 785 1. 00 0. 00 N 

3. 376 1. 00 0. 00 C 

4. 650 1. 00 0. 00 C 

5. 629 1. 00 0. 00 0 
3. 684 1. 00 0. 00 C 

3. 778 1. 00 0. 00 C 

4. 383 1. 00 0. 00 0 
3. 247 1. 00 0. 00 0 
3. 183 1. 00 0. 00 H 
2. 658 1. 00 0. 00 H 
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■ 610 





ATOM 


1322 


1HB 


ASP A 


a < j a inn 

90140. 433 


ft rr/tn 

-3. 763 




ATOM 


1323 


2HB 


ASP A 


r\ /"v 1 i r\ a « n 

90140. 078 


ft rr a o 

-3. 763 




ATOM 


1324 


N 


SER A 


91 136- 693 


r ft A A 

-5. 344 




ATOM 


1325 


CA 


SER A 


91135. 856 


r- n r ft 

-5. 653 


5 


ATOM 


1326 


C 


SER A 


91136. 446 


-6. 804 




ATOM 


1327 


0 


SER A 


91135. 716 


-7. 595 




ATOM 


1328 


CB 


SER A 


91134. 438 


-6. 007 




ATOM 


1329 


OG 


SER A 


91133. 484 


-5. 649 




ATOM 


1330 


H 


SER A 


91136. 611 


-5. 890 


10 


ATOM 


1331 


HA 


SER A 


91135. 816 


-4. 774 




ATOM 


1332 


1HB 


SER A 


91134. 211 


-5. 476 




ATOM 


1333 


2HB 


SER A 


91134. 375 


-7. 071 




ATOM 


1334 


HG 


SER A 


91133. 237 


-4. 729 




ATOM 


1335 


N 


ARG A 


92137. 772 


-6. 891 


15 


ATOM 


1336 


CA 


ARG A 


92138. 461 


-7. 945 




ATOM 


1337 


C 


ARG A 


92138. 240 


-7. 794 




ATOM 


1338 


0 


ARG A 


92138. 202 


-8. 781 




ATOM 


1339 


CB 


ARG A 


92139. 957 


-7. 921 




ATOM 


1340 


CG 


ARG A 


92140. 331 


-8. 699 


20 


ATOM 


1341 


CD 


ARG A 


92141. 095 


-9. 970 




ATOM 


1342 


NE 


ARG A 


92140. 212 


-11. 130 




ATOM 


1343 


CZ 


ARG A 


92140. 636 


-12. 390 




ATOM 


1344 


NH1 


ARG A 


92141. 927 


-12. 656 




ATOM 


. 1345 


NH2 ARG A 


j-* /-\ + s\ mm f% mm 

92139. 767 


4ft ft ft o 

-13. 388 


25 


ATOM 


1346 


H 


ARG A 


92138. 301 


rt ft ft 1 

-6. 23 1 




ATOM 


1347 


HA 


ARG A 


92138. 051 


-8. 893 




ATOM 


1348 


1HB 


ARG A 


92140. 268 


-6. 895 




ATOM 


1349 


2HB 


ARG A 


92140. 495 


-8. 343 




ATOM 


1350 


1HG 


ARG A 


92139. 428 


-8. 964 



PCT/JP2003/010288 

2. 900 l. 00 0. 00 H 
4. 626 l. 00 0. 00 H 

4. 629 l. 00 0. 00 N 

5. 782 l. 00 0. 00 C 

6. 591 l. 00 0. 00 C 

7. 188 l. 00 0. 00 0 

5. 329 l. 00 0. 00 C 

6. 314 l. 00 0. 00 0 

3. 819 l. 00 0. 00 H 
6. 407 l. 00 0. 00 H 

4. 417 l. 00 0. 00 H 

5. 152 l. 00 0. 00 H 

6. 201 l. 00 0. 00 H 

6. 606 l. 00 0. 00 N 

7. 342 l. 00 0. 00 C 

8. 843 l. 00 0. 00 C 

9. 578 l. 00 0. 00 0 
7. 029 l. 00 0. 00 C 

5. 777 l. 00 0. 00 C 

6. 1 15 1. 00 0. 00 C 
6. 208 1. 00 0. 00 N 
6. 142 1. 00 0.00 C 

5. 982 1. 00 0. 00 N 

6. 238 1. 00 0. 00 N 

6. Ill 1. 00 0.00 H 

7. 024 1. 00 0. 00 H 

6. 895 1. 00 0. 00 H 

7. 864 1. 00 0. 00 H 
5. 248 1. 00 0. 00 H 



WO 2004/016781 

^ 611 





ATOM 


1 nr 1 

1351 


2HG 


ARG A 


A O 1 A A (\ A f\ 

92140. 949 


-8. 075 




ATOM 


1352 


1 TTT\ 

1HD 


inn a 

ARG A 


92 14 1. 829 


1 A 1 >i A 

-10. 149 




ATOM 


1353 


fl TTT\ 

2HD 


inn a 

ARG A 


92141. 596 


a oon 

-9. 832 




ATOM 


1354 


HE 


ARG A 


A r> < ft ft ft r j 

92139. 254 


■* ft ft ft o 

-10. 962 


5 


ATOM 


1355 


1HH1 


ARG A 


92142. 588 


11 A 1 A 

-ll. 910 




ATOM 


1356 


2HH1 


ARG A 


ft ft 4 M ft ft ft ft 

92142. 238 


-13. 606 




ATOM 


1357 


1HH2 ARG A 


ft ft ^ ft ft rj ft m 

92138. 794 


in 1 ft n 

-13. 193 




ATOM 


1358 


2HH2 ARG A 


92140. 085 


•i A ft ft f— 

-14. 335 




ATOM 


1359 


N 


PHE A 


93138. 095 


-6. 552 


10 


ATOM 


1360 


CA 


PHE A 


93137. 878 


-6. 270 




ATOM 


1361 


C 


PHE A 


93136. 754 


-5. 258 




ATOM 


1362 


0 


PHE A 


93136. 768 


-4. 466 




ATOM 


1363 


CB 


PHE A 


93139. 165 


-5. 746 




ATOM 


1364 


CG 


PHE A 


93140. 198 


-6. 812 


15 


ATOM 


1365 


CD1 


PHE A 


93140. 387 


-7. 349 




ATOM 


1366 


CD 2 


PHE A 


93140. 980 


-7. 275 




ATOM 


1367 


CE1 


PHE A 


93141. 338 


-8. 329 




ATOM 


1368 


CE2 PHE A 


93141. 932 


-8. 255 




ATOM 


1369 


CZ 


PHE A 


93142. Ill 


-8. 783 


20 


ATOM 


1370 


H 


PHE A 


93138. 135 


-5. 807 




ATOM 


1371 


HA 


PHE A 


93137. 598 


-7. 195 




ATOM 


1372 


1HB 


PHE A 


93139. 599 


-4. 997 




ATOM 


1373 


2HB 


PHE A 


ft ft t ft r» ft o rr 

93138. 927 


r* o ft ft 

-5. 299 




ATOM 


1374 


HD1 


PHE A 


93139. 783 


-6. 996 


25 


ATOM 


1375 


HD2 PHE A 


ft ft ^ J ft ft 4 1 

93140. 841 


n C% f* O 

-6. 863 




ATOM 


1376 


HE1 


PHE A 


93141.476 


-8. 739 




ATOM 


1377 


HE2 PHE A 


93142. 535 


-8. 607 




ATOM 


1378 


HZ 


PHE A 


93142. 854 


-9. 548 




ATOM 


1379 


N 


ALA A 


94135. 781 


-5. 288 



PCT/JP2003/010288 

5. 148 1. 00 0. 00 H 

5. 343 1. 00 0. 00 H 

7. 062 1. 00 0. 00 H 

6. 327 1. 00 0. 00 H 
5.910 1.00 0. 00 H 

5. 934 1. 00 0. 00 H 

6. 359 1. 00 0. 00 H 
6. 188 1. 00 0. 00 H 

9. 292 1. 00 0. 00 N 
10. 707 1. 00 0. 00 C 

10. 894 1. 00 0. 00 C 

11. 837 1. 00 0. 00 0 
11. 347 1. 00 0. 00 C 

11. 578 1. 00 0. 00 C 

12. 840 1. 00 0. 00 C 
10. 532 1. 00 0. 00 C 
13.057 1. 00 0. 00 C 

10. 741 1. 00 0. 00 C 
12. 005 1. 00 0. 00 C 

8. 657 1. 00 0. 00 H 
11.189 1.00 0. 00 H 
10.703 1.00 0. 00 H 
12.301 1.00 0. 00 H 
13.663 1.00 0. 00 H 

9. 543 1. 00 0. 00 H 
14. 046 1. 00 0. 00 H 

9.918 1.00 0. 00 H 

12.171 1.00 0. 00 H 

9. 989 1. 00 0. 00 N 
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10. 055 1. 00 0. 00 C 

11. 186 1. 00 0. 00 C 
11. 385 1. 00 0. 00 0 

8. 726 1. 00 0. 00 C 

9. 260 1. 00 0. 00 H 

10. 239 1. 00 0. 00 H 
8. 744 1. 00 0. 00 H 
8. 564 1. 00 0. 00 H 
7. 927 1. 00 0. 00 H 

11. 925 1. 00 0. 00 N 

13. 038 1. 00 0. 00 C 

12. 551 1. 00 0. 00 C 
11. 600 1. 00 0. 00 0 

14. 088 1. 00 0. 00 C 

14. 216 1. 00 0. 00 0 

11. 717 1. 00 0. 00 H 

13. 483 1. 00 0. 00 H 

13. 797 1. 00 0. 00 H 

15. 043 1. 00 0. 00 H 

14. 506 1. 00 0. 00 H 
13. 209 1. 00 0. 00 N 

12. 845 1. 00 0. 00 C 

13. 824 1.00 0. 00 C 
13. 451 1. 00 0. 00 0 
12. 803 1. 00 0. 00 C 
12. 181 1.00 0. 00 C 
10. 676 1. 00 0. 00 C 

12. 814 1. 00 0. 00 C 

13. 959 1. 00 0. 00 H 
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11. 865 1. 00 0. 00 H 

12. 238 1. 00 0. 00 H 
13.814 1.00 0. 00 H 

12. 365 1. 00 0. 00 H 
10. 463 1. 00 0. 00 H 
10. 254 1. 00 0. 00 H 
10. 239 1. 00 0. 00 H 
12.214 1.00 0.00 H 
12.867 1.00 0.00 H 

13. 809 1. 00 0. 00 H 

15. 078 1. 00 0. 00 N 

16. 120 1. 00 0. 00 C 
15.795 1.00 0.00 C 

15. 336 1. 00 0. 00 0 

16. 292 1. 00 0. 00 C 

17. 092 1. 00 0. 00 C 

18. 506 1. 00 0. 00 C 

18. 947 1. 00 0. 00 0 

19. 224 1. 00 0. 00 N 

15. 307 1. 00 0. 00 H 
17. 045 1. 00 0. 00 H 
15.316 1.00 0. 00 H 

16. 799 1. 00 0. 00 H 
16.591 1.00 0. 00 H 

17. 137 1. 00 0. 00 H 

18. 808 1. 00 0. 00 H 

20. 142 1. 00 0. 00 H 
16.027 1.00 0. 00 N 
15. 756 1. 00 0. 00 C 
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16. 408 1. 00 0. 00 C 

17. 625 1. 00 0. 00 0 
16. 370 1. 00 0. 00 C 
16. 362 1. 00 0. 00 C 

16. 573 1. 00 0. 00 C 

14. 695 1. 00 0. 00 H 

17. 374 1. 00 0. 00 H 

15. 767 1. 00 0. 00 H 
17. 163 1. 00 0. 00 H 

15. 410 1. 00 0. 00 H 
17. 625 1. 00 0. 00 H 

16. 028 1. 00 0. 00 H 

15. 588 1. 00 0. 00 N 

16. 086 1. 00 0. 00 C 
15. 120 1. 00 0. 00 C 

15. 521 1. 00 0. 00 0 

16. 299 1. 00 0. 00 C 

17. 625 1. 00 0. 00 0 
14. 627 1. 00 0. 00 H 
17. 034 1. 00 0. 00 H 
15.617 1.00 0.00 H 

16. 110 1. 00 0. 00 H 

17. 693 1. 00 0. 00 H 
13. 845 1. 00 0. 00 N 
12. 843 1. 00 0. 00 C 
12. 447 1. 00 0. 00 C 

12. 497 1. 00 0. 00 0 

13. 584 ' 1. 00 0. 00 H 
11. 965 1. 00 0. 00 H 
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13. 234 1. 00 0. 00 H 

12.047 1.00 0. 00 N 

11. 642 1. 00 0. 00 C 

12. 820 1. 00 0. 00 C 

13. 977 1. 00 0. 00 0 

11. 070 1. 00 0. 00 C 
11.740 1.00 0.00 C 
11.956 1.00 0. 00 C 
10. 876 1. 00 0. 00 H 
11.300 1.00 0. 00 H 

10. 000 1. 00 0. 00 H 

12. 686 1. 00 0. 00 H 
11.103 1.00 0. 00 H 

12. 874 1. 00 0. 00 H 
11.119 1.00 0. 00 H 
12.516 1.00 0. 00 N 

13. 549 1. 00 0. 00 C 

13. 625 1. 00 0. 00 C 

14. 697 1. 00 0. 00 0 
13. 274 1. 00 0. 00 C 

13. 906 1. 00 0. 00 0 
11.574 1.00 0. 00 H 

14. 496 1. 00 0. 00 H 

12. 209 1. 00 0. 00 H 

13. 648 1. 00 0. 00 H 

14. 372 1. 00 0. 00 H 
12. 480 1. 00 0. 00 N 
12. 416 1. 00 0. 00 C 

11. 330 1. 00 0. 00 C 
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616 t **^ 

6. 175 11. 581 1. 00 0. 00 0 

8. 382 12. 152 1. 00 0. 00 C 

9. 256 12. 872 1. 00 0. 00 0 
5.936 11.659 1. 00 0. 00 H 
6. 848 13. 371 1. 00 0. 00 H 
8. 559 12. 459 1. 00 0. 00 H 
8. 589 11. 096 1. 00 0. 00 H 

10.154 12.553 1.00 0. 00 H 

6. 248 10. 122 1. 00 0. 00 N 

5. 770 9. 015 1. 00 0. 00 C 

4. 377 8. 566 1. 00 0. 00 C 

3. 529 8. 397 1. 00 0. 00 0 

4. 137 8. 382 1. 00 0. 00 0 
6.453 9.982 1.00 0. 00 H 
5.756 9. 319 1. 00 0. 00 H 
6.450 8.183 1.00 0. 00 H 
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12. 945 11. 802 1. 00 0. 00 N 

13.468 10. 850 1.00 0. 00 C 

12. 617 10. 816 1. 00 0. 00 C 

13. 130 10. 948 1. 00 0. 00 0 
13. 468 12. 701 1. 00 0. 00 H 
11. 937 11. 991 1. 00 0. 00 H 
13. 054 11. 401 1. 00 0. 00 H 
13. 496 9. 860 1. 00 0. 00 H 
14.472 11.144 1.00 0. 00 H 
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AT0M10 N SERA 2116.410 11.312 10.639 1.00 0. 00 N 

AT0M11 CA SERA 2117.536 10.386 10.588 1.00 0. 00 C 

AT0M12 C SERA 2118.226 10.442 9.227 1.00 0. 00 C 

AT0M13 0 SERA 2117.567 10.471 8.188 1.00 0.00 0 

5 AT0M14 CB SERA 2117.064 8.960 10.874 1.00 0. 00 C 

AT0M15 OG SERA 2116.474 8.866 12.159 1.00 0.00 0 

AT0M16 H SERA 2115.500 10.962 10.539 1.00 0. 00 H 

AT0M17 HA SERA 2118.243 10.682 11.348 1.00 0. 00 H 

AT0M18 1HB SERA 2116.334 8.668 10.134 1.00 0. 00 H 

10 ATOM 19 2HB SERA 2117.910 8.289 10.830 1.00 0. 00 H 

AT0M20 HG SERA 2116.087 7.995 12.271 1.00 0. 00 H 

AT0M21 N SERA 3119.554 10.458 9.243 1.00 0. 00 N 

ATOM22 CA SERA 3120.332 10.510 8.011 1.00 0. 00 C 

AT0M23 C SERA 3120.013 11.775 7.220 1.00 0. 00 C 

15 AT0M24 0 SERA 3118.997 12.427 7.457 1.00 0.00 0 

ATOM25 CB SERA 3120.053 9.274 7.154 1.00 0. 00 C 

ATOM26 OG SERA 3121.235 8.811 6.525 1.00 0.00 0 

AT0M27 H SERA 3120.022 10.433 10.103 1.00 0. 00 H 

AT0M28 HA SERA 3121.378 10.522 8.280 1.00 0. 00 H 

20 ATOM29 1HB SERA 3119.660 8.486 7.779 1.00 0. 00 H 

AT0M30 2HB SERA 3119.328 9.524 6.392 1.00 0. 00 H 

AT0M31 HG SERA 3121.720 9.557 6.164 1.00 0. 00 H 

AT0M32 N GLY A 4120.889 12.115 6.281 1.00 0. 00 N 

AT0M33 CA GLY A 4120. 684 13. 301 5. 469 1. 00 0. 00 C 

25 AT0M34 C GLY A 4120. 052 12. 984 4. 129 1. 00 0. 00 C 

AT0M35 0 GLY A 4119.110 13.655 3.705 1.00 0.00 0 

AT0M36 H GLY A 4121.683 11.557 6.137 1.00 0. 00 H 

AT0M37 1HA GLY A 4120.041 13.983 6.006 1.00 0. 00 H 

AT0M38 2HA GLY A 4121.637 13.778 5.301 LOO 0. 00 H 
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AT0M39 N SERA 5120.569 11.960 3.460 1.00 0. 00 N 

AT0M40 CA SERA 5120.050 11.555 2.158 1.00 0. 00 C 

AT0M41 C SERA 5120.184 12.684 1.144 1.00 0. 00 C 

AT0M42 0 SERA 5119.259 13.471 0.949 1.00 0.00 0 

5 AT0M43 CB SERA 5118.584 11.134 2.280 1.00 0. 00 C 

AT0M44 OG SERA 5118.066 10.720 1.027 1.00 0.00 0 

AT0M45 H SERA 5121.319 11.463 3.849 1.00 0. 00 H 

AT0M46 HA SERA 5120.630 10.710 1.819 1.00 0. 00 H 

AT0M47 1HB SERA 5118.503 10.314 2.977 1.00 0. 00 H 

10 AT0M48 2HB SERA 5118.001 11.970 2.639 1.00 0. 00 H 

AT0M49 HG SERA 5118.141 9.766 0.950 1.00 0. 00 H 

AT0M50 N SERA 6121.344 12.757 0.497 1.00 0. 00 N 

AT0M51 CA SERA 6121.600 13.791 -0.499 1.00 0. 00 C 

AT0M52 C SERA 6122.490 13.259 -1.618 1.00 0. 00 C 

15 AT0M53 0 SERA 6122.136 13.333 -2.794 1.00 0.00 0 

AT0M54 CB SER A 6122. 256 15. 008 0. 156 1. 00 0. 00 C 

AT0M55 OG SERA 6123.481 14.656 0.775 1.00 0.00 0 

AT0M56 H SERA 6122.043 12.101 0.695 1.00 0. 00 H 

AT0M57 HA SERA 6120.651 14.088 -0.920 1.00 0. 00 H 

20 AT0M58 1HB SERA 6122.451 15.757 -0.597 1.00 0. 00 H 

AT0M59 2HB SERA 6121.592 15.414 0.903 1.00 0. 00 H 

AT0M60 HG SER A 6123. 749 15. 356 1. 375 1. 00 0. 00 H 

AT0M61 N GLY A 7123.647 12.724 -1.242 1.00 0. 00 N 

AT0M62 CA GLY A 7124. 570 12. 187 -2. 226 1. 00 0. 00 C 

25 AT0M63 C GLY A 7124.390 10.697 -2.437 1.00 0. 00 C 

AT0M64 0 GLY A 7124.507 9.911 -1.497 1.00 0.00 0 

AT0M65 H GLY A 7123.876 12.693 -0.291 1.00 0. 00 H 

AT0M66 1HA GLY A 7124. 412 12. 695 -3. 166 1. 00 0. 00 H 

AT0M67 2HA GLY A 7125.580 12.374 -1.894 1.00 0. 00 H 
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AT0M68 N LEU A 8124. 104 10. 307 -3. 675 1. 00 0. 00 N 

AT0M69 CA LEU A 8123.908 8.901 -4.008 1.00 0. 00 C 

AT0M70 C LEU A 8125.039 8.389 -4.894 1.00 0. 00 C 

AT0M71 0 LEU A 8124.817 7.581 -5.796 1.00 0.00 0 

5 AT0M72 CB LEU A 8122.563 8.706 -4.712 1.00 0. 00 C 

AT0M73 CG LEU A 8121.376 9.401 -4.044 1.00 0. 00 C 

AT0M74 CD 1 LEU A 8120.361 9.844 -5.086 1.00 0. 00 C 

AT0M75 CD2 LEU A 8120. 727 8. 480 -3. 022 1. 00 0. 00 C 

AT0M76 H LEU A 8124.024 10.981 -4.382 1.00 0. 00 H 

10 AT0M77 HA LEU A 8123. 906 8. 339 -3. 086 1. 00 0. 00 H 

AT0M78 1HB LEU A 8122. 652 9. 080 -5. 721 1. 00 0. 00 H 

AT0M79 2HB LEU A 8122.354 7.647 -4.755 1.00 0. 00 H 

AT0M80 HG LEU A 8121.727 10.282 -3.526 1.00 0. 00 H 

AT0M81 1HD1 LEU A 8120.435 9.206 -5.954 1.00 0. 00 H 

15 AT0M82 2HD1 LEU A 8120.560 10.866 -5.372 1.00 0. 00 H 

AT0M83 3HD1 LEU A 8119.366 9.773 -4.672 1.00 0. 00 H 

AT0M84 1HD2 LEU A 8120. 372 9. 063 -2. 185 1. 00 0. 00 H 

AT0M85 2HD2 LEU A 8121.452 7.758 -2.676 1.00 0. 00 H 

AT0M86 3HD2 LEU A 8119.895 7.964 -3.479 1.00 0. 00 H 

20 AT0M87 N ALA A 9126.252 8.865 -4.630 1.00 0. 00 N 

AT0M88 CA ALA A 9127.418 8.456 -5.403 1.00 0. 00 C 

AT0M89 C ALA A 9128.707 8.716 -4.631 1.00 0. 00 C 

AT0M90 0 ALA A 9129.394 9.710 -4.866 1.00 0.00 0 

AT0M91 CB ALA A 9127.446 9.182 -6.740 1.00 0. 00 C 

25 AT0M92 H ALA A 9126. 364 9. 507 -3. 899 1. 00 0. 00 H 

AT0M93 HA ALA A 9127. 334 7. 396 -5. 598 1. 00 0. 00 H 

AT0M94 1HB ALA A 9128. 471 9. 348 -7. 038 1. 00 0. 00 H 

AT0M95 2HB ALA A 9126.940 10.132 -6.644 1.00 0. 00 H 

AT0M96 3HB ALA A 9126. 947 8. 582 -7. 486 1. 00 0. 00 H 
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AT0M97 N MET A 10129.030 7.815 -3.707 1.00 0. 00 N 

AT0M98 CA MET A 10130. 237 7. 947 -2. 899 1. 00 0. 00 C 
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7.611 1.00 0. 00 H 

7. 440 1. 00 0. 00 H 

8. 819 1. 00 0. 00 H 

7. 589 1. 00 0. 00 H 

4. 984 1. 00 0. 00 H 

5. 972 1. 00 0. 00 H 

5. 346 1. 00 0. 00 H 

8. 176 1. 00 0. 00 N 

9. 371 1. 00 0. 00 C 
9. 056 1. 00 0. 00 C 
9. 811 1. 00 0. 00 0 
7. 564 1. 00 0. 00 H 
9.913 1.00 0. 00 H 
9. 995 1. 00 0. 00 H 
7. 938 1. 00 0. 00 N 
7. 523 1. 00 0. 00 C 

6. 683 1. 00 0. 00 C 
6. 109 1. 00 0. 00 0 

6. 731 1. 00 0. 00 C 
7.435 1.00 0.00 0 

7. 377 1. 00 0. 00 H 
8.414 1.00 0.00 H 

5. 783 1. 00 0. 00 H 
6.560 1.00 0. 00 H 

6. 809 1. 00 0. 00 H 
6. 615 1. 00 0. 00 N 
5. 845 1. 00 0. 00 C 
4. 392 1. 00 0. 00 C 
4. 097 1. 00 0. 00 0 
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6. 466 1. 00 0. 00 C 

7. 968 1. 00 0. 00 C 

8. 583 1. 00 0. 00 C 
8. 227 1. 00 0. 00 C 
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0. 640 l. 00 0. 00 C 

1. 053 l. 00 0. 00 C 
l. 880 l. 00 0. 00 C 
•l. 552 l. 00 0. 00 0 
•2. 857 l. 00 0. 00 0 
•0. 247 l. 00 0. 00 H 
-0. I3l l. 00 0. 00 H 
0. 346 l. 00 0. 00 H 
-l. 337 l. 00 0. 00 H 
-l. 635 l. 00 0. 00 H 
-0. 162 l. 00 0. 00 H 
-2. 623 l. 00 0. 00 N 
-3. 984 l. 00 0. 00 C 
-4. 915 l. 00 0.00 C 
-4. 472 l. 00 0. 00 0 
-4.032 l. 00 0.00 C 
-5. 414 l. 00 0.00 C 
-2. 966 l. 00 0. 00 C 
-2. 127 l. 00 0. 00 H 
-4. 332 l. 00 0. 00 H 
-3. 830 l. 00 0. 00 H 
-6. 044 l. 00 0. 00 H 
-5. 33 1 l. 00 0. 00 H 
-5. 849 l. 00 0. 00 H 
-l. 988 l. 00 0. 00 H 
-3. 062 l. 00 0. 00 H 
-3. 092 l. 00 0. 00 H 
-6. 206 l. 00 0. 00 N 
-7. 201 l. 00 0. 00 C 
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-6. 088 1. 00 0. 00 H 

-8. 503 1. 00 0. 00 H 
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-6. 045 1. 00 0. 00 H 
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10 


ATOM 


396 


CB 


PRO A 


31 143. 561 


-13. 163 




ATOM 


397 


CG 


PRO A 


31143. 805 


-14. 066 




ATOM 


398 


CD 


PRO A 


31145. 281 


-14. 000 




ATOM 


399 


HA 


PRO A 


31144. 152 


-11. 181 




ATOM 


400 


lHB 


PRO A 


31143. 703 


-13. 679 


15 


ATOM 


40 1 


2HB 


PRO A 


31142. 569 


-12. 737 




ATOM 


402 


lHG 


PRO A 


31143. 514 


-15. 075 




ATOM 


403 


2HG 


PRO A 


31143. 253 


-13. 718 




ATOM 


404 


lHD 


PRO A 


31145. 806 


-14. 740 




ATOM 


405 


2HD 


PRO A 


44 J ^ j *"\ ATI 

31145. 482 


-14. 138 


20 


ATOM 


406 


N 


PHE A 


32145. 645 


-10. 432 




ATOM 


407 


CA 


PHE A 


32146. 196 


-9. 939 




ATOM 


408 


C 


PHE A 


32145. 290 


-8. 877 




ATOM 


AAA 

409 


0 


PHE A 


32144. 361 


O A A 1 

-8. 39 1 




ATOM 


A 1 A 

410 


CB 


PHE A 


A a t A rr r~ A n 

32147. 596 


A AAA 

-9. 363 


25 


A rpnw 

ATOM 


A 1 1 

4ll 


CG 


PHE A 


oai a n r* r* 

32147. 655 


o a o r* 

-8. 335 




ATOM 


412 


CDl 


PHE A 


32147. 052 


-7. 098 




ATOM 


413 


CD2 PHE A 


32148. 313 


-8. 606 




ATOM 


414 


CEl 


PHE A 


32147. 105 


-6. 150 




ATOM 


415 


CE2 PHE A 


32148. 368 


-7. 662 



PCT/JP2003/0 10288 

4. 279 1. 00 0. 00 H 

4. 046 1. 00 0. 00 H 

4. 738 1. 00 0. 00 H 

6. 228 1. 00 0. 00 H 

■6. 754 1. 00 0. 00 H 

•3. 300 1. 00 0. 00 N 

•2. 439 1. 00 0. 00 C 

•1. 068 1. 00 0. 00 C 

■0. 130 1. 00 0. 00 0 

■2. 302 1. 00 0. 00 C 

-3. 462 1. 00 0. 00 C 

-3. 729 1. 00 0. 00 C 

-2. 900 1. 00 0. 00 H 

•1. 364 1. 00 0. 00 H 

-2. 337 1. 00 0. 00 H 

-3. 210 1. 00 0. 00 H 

-4. 321 1. 00 0. 00 H 

-3. 141 1. 00 0. 00 H 

-4. 780 1. 00 0. 00 H 

-0. 960 1. 00 0. 00 N 

0. 298 1. 00 0. 00 C 

0. 910 1. 00 0. 00 C 

0. 263 1. 00 0. 00 0 

0. 074 1. 00 0. 00 C 

-1. 019 1. 00 0. 00 C 

-0. 857 1. 00 0. 00 C 

-2. 208 1. 00 0. 00 C 

-1. 861 1. 00 0. 00 C 

-3. 216 1. 00 0. 00 C 
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ATOM 


416 


CZ 


PHE A 


32147. 764 


ft Ann 

-6. 432 




ATOM 


417 


H 


PHE A 


32145. 640 


n O A A 

-9. 844 




ATOM 


418 


HA 


PHE A 


32146. 265 


-10. 773 




ATOM 


419 


1HB 


PHE A 


32147. 936 


-8. 897 


5 


ATOM 


420 


2HB 


PHE A 


32148. 271 


-10. 166 




ATOM 


421 


HD1 


PHE A 


32146. 537 


-6. 876 




ATOM 


422 


HD2 PHE A 


32148. 786 


-9. 568 




ATOM 


423 


HE1 


PHE A 


32146. 631 


-5. 190 




ATOM 


424 


HE2 PHE A 


32148. 884 


-7. 885 


10 


ATOM 


425 


HZ 


PHE A 


32147. 806 


-5. 692 




ATOM 


426 


N 


TYR A 


33145. 564 


-8. 520 




ATOM 


427 


CA 


TYR A 


33144. 772 


-7. 516 




ATOM 


428 


C 


TYR A 


33145. 668 


-6. 578 




ATOM 


429 


0 


TYR A 


33146. 300 


-6. 990 


15 


ATOM 


430 


CB 


TYR A 


33143. 758 


-8. 189 




ATOM 


431 


CG 


TYR A 


33142. 506 


-8. 653 




ATOM 


432 


CD1 


TYR A 


33141. 622 


-7. 739 




ATOM 


433 


CD 2 TYR A 


33142. 207 


-10. 006 




ATOM 


434 


CE1 


TYR A 


33140. 476 


-8. 159 


20 


ATOM 


435 


CE2 TYR A 


33141. 063 


-10. 434 




ATOM 


436 


CZ 


TYR A 


33140. 202 


-9. 507 




ATOM 


437 


OH 


TYR A 


33139. 063 


-9. 929 




ATOM 


438 


H 


TYR A 


33146. 317 


-8. 943 




ATOM 


439 


HA 


TYR A 


33144. 240 


-6. 938 


25 


ATOM 


440 


1HB 


TYR A 


33144. 218 


-9. 051 




ATOM 


441 


2HB 


TYR A 


33143. 466 


-7. 490 




ATOM 


442 


HD1 


TYR A 


33141. 840 


-6. 684 




ATOM 


443 


HD2 TYR A 


33142. 884 


-10. 729 




ATOM 


444 


HE1 


TYR A 


33139. 802 


-7. 434 



PCT/JP2003/010288 

3. 043 l. 00 0. 00 C 

1. 742 l. 00 0. 00 H 
0. 979 l. 00 0. 00 H 
0. 986 l. 00 0. 00 H 
•0.187 l. 00 0.00 H 

0. 065 l. 00 0. 00 H 
■2. 345 l. 00 0. 00 H 
■l. 723 l. 00 0. 00 H 
•4. 138 l. 00 0. 00 H 
-3. 828 l. 00 0. 00 H 

2. 160 l. 00 0. 00 N 

2. 860 l. 00 0. 00 C 

3. 662 l. 00 0. 00 C 

4. 636 l. 00 0. 00 0 
3. 787 l. 00 0. 00 C 

3. 078 l. 00 0. 00 C 
2. 518 l. 00 0. 00 C 
2. 968 l. 00 0. 00 C 

1. 869 l. 00 0. 00 C 

2. 321 l. 00 0. 00 C 
l. 774 l. 00 0. 00 C 

1. 128 l. 00 0. 00 0 

2. 624 l. 00 0. 00 H 
2. 119 l. 00 0. 00 H 

4. 246 l. 00 0. 00 H 
4. 556 l. 00 0. 00 H 

2. 594 l. 00 0. 00 H " 

3. 399 l. 00 0. 00 H 
l. 440 l. 00 0. 00 H 



WO 2004/016781 
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ATOM 


445 


HE2 


TYR A 


33140. 850 


-11. 490 




ATOM 


446 


HH 


TYR A 


33138. 936 


-9. 413 




ATOM 


447 


N 


GLY A 


34145. 718 


-5. 317 




ATOM 


448 


CA 


GLY A 


34146. 539 


-4. 340 


5 


ATOM 


449 


C 


GLY A 


34145. 736 


-3. 149 




ATOM 


450 


0 


GLY A 


34144. 535 


-3. 056 




ATOM 


451 


H 


GLY A 


34145. 192 


-5. 046 




ATOM 


452 


1HA 


GLY A 


34147. 008 


-4. 815 




ATOM 


453 


2HA 


GLY A 


34147. 307 


-3. 990 


10 


ATOM 


454 


N 


VAL A 


35146. 402 


-2. 237 




ATOM 


455 


CA 


VAL A 


35145. 745 


-1. 046 




ATOM 


456 


C 


VAL A 


35146. 403 


0. 224 




ATOM 


457 


0 


VAL A 


35147. 618 


0. 274 




ATOM 


458 


CB 


VAL A 


35145. 772 


-1.023 


15 


ATOM 


459 


CGI 


VAL A 


35147. 205 


-0. 993 




ATOM 


460 


CG2 


VAL A 


35144. 983 


0. 162 




ATOM 


461 


H 


VAL A 


35147.359 


-2. 366 




ATOM 


462 


HA 


VAL A 


35144. 713 


-1. 066 




ATOM 


463 


HB 


VAL A 


35145. 307 


-1. 929 


20 


ATOM 


464 


1HG1 


VAL A 


35147. 873 


-1. 340 




ATOM 


465 


2HG1 


VAL A 


35147. 293 


-1. 635 




ATOM 


466 


3HG1 


VAL A 


35147. 468 


0. 018 




ATOM 


467 


1HG2 VAL A 


35145. 274 


1. 057 




ATOM 


468 


2HG2 VAL A 


35145. 186 


0. 285 


25 


ATOM 


469 


3HG2 VAL A 


35143. 927 


-0. 015 




ATOM 


470 


N 


ILE A 


36145. 591 


1. 248 




ATOM 


471 


CA 


ILE A 


36146. 096 


2. 517 




ATOM 


472 


C 


ILE A 


36147. 061 


3. 159 




ATOM 


473 


0 


ILE A 


36146.812 


3. 173 
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2. 247 1. 00 0. 00 H 
0. 329 1. 00 0. 00 H 

3. 249 1. 00 0. 00 N 

3. 940 1. 00 0. 00 C 

4. 428 1. 00 0. 00 C 
4. 177 1. 00 0. 00 0 

2. 467 1. 00 0. 00 H 

4. 789 1. 00 0. 00 H 

3. 266 1. 00 0. 00 H 

5. 128 1. 00 0. 00 N 
5. 652 1. 00 0. 00 C 
5. 120 1. 00 0. 00 C 

4. 935 1. 00 0. 00 0 
7. 194 1. 00 0. 00 C 
7. 705 1. 00 0. 00 C 
7. 727 1. 00 0. 00 C 

5. 294 1. 00 0. 00 H 

5. 332 1. 00 0. 00 H 

7. 554 1. 00 0. 00 H 

6. 930 1. 00 0. 00 H 

8. 570 1. 00 0. 00 H 

7. 980 1. 00 0. 00 H 
7. 198 1. 00 0.00 H 
8.781 1.00 0. 00 H 
7. 584 1. 00 0. 00 H 
4. 876 1. 00 0. 00 N 

4. 365 1. 00 0. 00 C 

5. 356 1. 00 0. 00 C 

6. 562 1. 00 0. 00 0 
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633 





ATOM 


474 


CB 


ILE A 


36144. 948 


3. 503 




ATOM 


475 


CGI 


ILE A 


36143. 892 


2. 840 




ATOM 


476 


CG2 


ILE A 


36145. 488 


4. 763 




ATOM 


477 


CD1 


ILE A 


36142. 739 


3. 756 


5 


ATOM 


478 


H 


ILE A 


36144. 631 


1. 147 




ATOM 


479 


HA 


ILE A 


36146. 621 


2. 319 




ATOM 


480 


HB 


ILE A 


36144. 495 


3. 785 




ATOM 


481 


1HG1 


ILE A 


36144. 354 


2. 517 




ATOM 


482 


2HG1 


ILE A 


36143. 486 


1. 981 


10 


ATOM 


483 


1HG2 


ILE A 


36145. 324 


4. 707 




ATOM 


484 


2HG2 


ILE A 


36146. 545 


4. 850 




ATOM 


485 


3HG2 


ILE A 


36144. 975 


5. 626 




ATOM 


486 


1HD1 


ILE A 


36142. 049 


3. 805 




ATOM 


487 


2HD1 


ILE A 


36142. 230 


3. 370 


15 


ATOM 


488 


3HD1 


ILE A 


36143. 118 


4. 744 




ATOM 


489 


N 


ARG A 


37148. 167 


3. 687 




ATOM 


490 


CA 


ARG A 


37149. 172 


4. 328 




ATOM 


491 


C 


ARG A 


37149. 440 


5. 757 




ATOM 


492 


0 


ARG A 


37149. 255 


6. 711 


20 


ATOM 


493 


CB 


ARG A 


37150. 471 


3. 521 




ATOM 


494 


CG 


ARG A 


37150. 268 


2. 038 




ATOM 


495 


CD 


ARG A 


37149. 643 


1. 795 




ATOM 


496 


NE 


ARG A 


37150. 560 


2. 125 




ATOM 


497 


CZ 


ARG A 


37150. 200 


2. 184 


25 


ATOM 


498 


NH1 


ARG A 


37148. 945 


1. 938 




ATOM 


499 


NH2 


ARG A 


37151. 097 


2. 492 




ATOM 


500 


H 


ARG A 


37148. 310 


3. 644 




ATOM 


501 


HA 


ARG A 


37148. 791 


4. 358 




ATOM 


502 


1HB 


ARG A 


37150. 938 


3. 632 



PCT/JP2003/010288 

4. 069 1. 00 0. 00 C 
3. 183 1. 00 0. 00 C 
3. 406 1. 00 0. 00 C 

2. 826 1. 00 0. 00 C 

5. 044 1. 00 0. 00 H 

3. 442 1. 00 0. 00 H 
5. 007 1. 00 0. 00 H 

2. 262 1. 00 0. 00 H 

3. 697 1. 00 0. 00 H 

2. 341 1. 00 0. 00 H 

3. 604 1. 00 0. 00 H 
3. 805 1. 00 0. 00 H 

3. 654 1.00 0. 00 H 
1. 955 1. 00 0. 00 H 
2.613 1.00 0. 00 H 

4. 840 1. 00 0. 00 N 

5. 679 1. 00 0. 00 C 
5. 214 1.00 0.00 C 
5. 969 1. 00 0. 00 0 
5. 662 1. 00 0. 00 C 

5. 926 1. 00 0. 00 C 

7. 290 1. 00 0. 00 C 

8. 379 1. 00 0. 00 N 

9. 659 1. 00 0. 00 C 
10.015 1.00 0. 00 N 
10.585 1.00 0. 00 N 

3.871 1.00 0. 00 H 

6. 689 1. 00 0. 00 H 
4. 694 1. 00 0. 00 H 



WO 2004/016781 Mm 

634 





ATOM 


503 


f\ TTT\ A Tfc f\ A 

2HB ARG A 


37151. 134 


3. 912 




ATOM 


504 


1HG ARG A 


37149. 617 


l. 633 




ATOM 


505 


2HG ARG A 


37151. 226 


l. 541 




ATOM 


506 


1HD ARG A 


37148. 758 


2. 408 


5 


ATOM 


507 


2HD ARG A 


37149. 369 


0. 754 




ATOM 


508 


HE ARG A 


37 15 1. 493 


2. 313 




ATOM 


509 


1HH1 ARG A 


37148. 264 


l. 706 




ATOM 


510 


2HH1 ARG A 


37148. 681 


l. 984 




ATOM 


511 


1HH2 ARG A 


37152. 044 


2. 678 


10 


ATOM 


512 


2HH2 ARG A 


37150. 827 


2. 536 




ATOM 


513 


N TRP A 


38149. 880 


5. 895 




ATOM 


514 


CA TRP A 


38150. 174 


7. 208 




ATOM 


515 


C TRP A 


38149. 462 


7. 403 




ATOM 


516 


0 TRP A 


38149. 486 


6. 526 


15 


ATOM 


517 


CB TRP A 


38151. 686 


7. 384 




ATOM 


518 


CG TRP A 


38152. 057 


8. 601 




ATOM 


519 


CD1 TRP A 


38152. 293 


9. 857 




ATOM 


520 


CD 2 TRP A 


38152. 228 


8. 678 




ATOM 


521 


NE1 TRP A 


38152. 601 


10. 709 


20 


ATOM 


522 


CE2 TRP A 


38152. 568 


10. 008 




ATOM 


523 


CE3 TRP A 


38152. 128 


7. 749 




ATOM 


524 


CZ2 TRP A 


38152. 807 


10. 431 




ATOM 


525 


CZ3 TRP A 


38152. 366 


8. 170 




ATOM 


526 


CH2 TRP A 


38152. 702 


9. 500 


25 


ATOM 


527 


H TRP A 


38150. 009 


5. 098 




ATOM 


528 


HA TRP A 


38149. 817 


7. 954 




ATOM 


529 


1HB TRP A 


38152. 150 


7. 468 




ATOM 


530 


2HB TRP A 


38152. 083 


6. 518 




ATOM 


531 


HD1 TRP A 


38152. 241 


10. 128 



PCT/JP2003/010288 

6. 420 l. 00 0. 00 H 
5. 165 l. 00 0. 00 H 
5. 885 l. 00 0. 00 H 

7. 381 l. 00 0. 00 H 

7. 366 l. 00 0. 00 H 

8. 144 l. 00 0. 00 H 

9. 321 l. 00 0. 00 H 
10. 979 l. 00 0. 00 H 

10. 322 l. 00 0. 00 H 

11. 548 l. 00 0. 00 H 
3. 966 l. 00 0. 00 N 
3. 403 l. 00 0. 00 C 

2. 068 l. 00 0. 00 C 

1. 205 l. 00 0. 00 0 

3. 223 l. 00 0. 00 C 

2. 427 l. 00 0. 00 C 

2. 909 l. 00 0. 00 C 
l. 007 l. 00 0. 00 C 

1. 874 l. 00 0. 00 N 
0. 698 l. 00 0. 00 C 

-0. 033 l. 00 0. 00 C 

-0. 608 l. 00 0. 00 C 

-l. 328 l. 00 0.00 C 

-l. 606 l. 00 0. 00 C 

3. 413 l. 00 0. 00 H 

4. 099 l. 00 0. 00 H 
4. 194 l. 00 0. 00 H 

2. 714 l. 00 0. 00 H 
3.953 LOO 0. 00 H 



WO 2004/016781 
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ATOM 


532 


HE1 


TRP A 


38152. 810 


11. 662 


l. 966 


1 a a 

l. 00 


A f\ f\ TT 

0. 00 H 




ATOM 


533 


HE3 


TRP A 


38151. 871 


6. 719 


0. 162 


l. 00 


a rv n tt 

0. 00 H 




ATOM 


534 


HZ 2 TRP A 


38153. 064 


ll. 453 


-0. 839 


l. 00 


A f\ f\ TT 

0. 00 H 




ATOM 


535 


HZ 3 TRP A 


38152. 293 


7. 466 


-2. 144 


l. 00 


0. 00 H 


5 


ATOM 


536 


tin I 


TDD A 

iKr A 


38152. 880 


9. 785 


-2. 633 


l. 00 


0. 00 H 




ATOM 


537 


N 


TT T? A 

ILE A 


39148. 840 


8. 565 


l. 903 


l. 00 


0. 00 N 




ATOM 


538 


P A 

CA 


TT T? A 

ILb A 


39148. 129 


8. 888 


0. 673 


l. 00 


0. 00 C 




ATOM 


539 


c 


T T T> A 

ILE A 


39148. 644 


10. 196 


0. 083 


l. 00 


0. 00 C 




ATOM 


540 


0 


ILE A 


39148. 356 


ll. 276 


0. 600 


l. 00 


0. 00 0 


10 


ATOM 


541 


CB 


T T T*» A 

ILE A 


39146. 612 


9. 006 


0. 912 


l. 00 


0. 00 c 




ATOM 


542 


CGI 


tt -n » 

ILE A 


39146. 098 


7. 788 


l. 681 


I. 00 


0. 00 c 




ATOM 


543 


n /"i n 

CG2 


T T T* A 

ILE A 


39145. 876 


9. 153 


-0. 412 


l. 00 


0. 00 c 




ATOM 


544 


CDl 


tt n a 

ILE A 


39144. 744 


8. 003 


2. 321 


l. 00 


0. 00 c 




ATOM 


545 


TT 

H 


TT "H A 

ILE A 


39148. 864 


9. 226 


2. 627 


l. 00 


0. 00 H 


15 


ATOM 


546 


TT A 

HA 


TT F A 

ILE A 


39148. 302 


8. 090 


-0. 034 


l. 00 


0. 00 H 




ATOM 


547 


TTTl 

HB 


TT T"» A 

ILE A 


39146. 429 


9. 895 


l. 497 


l. 00 


0. 00 H 




ATOM 


548 


1 TT/"* 1 

1HG1 


TT T* A 

ILE A 


39146. 014 


6. 951 


l. 004 


l. 00 


0. 00 H 




ATOM 


549 


2HG1 


TT T? A 

ILE A 


39146. 800 


7. 541 


2. 464 


l. 00 


0. 00 H 




ATOM 


550 


1HGZ 


TT T? A 

ILb A 


39146. 353 


9. 919 


-l. 005 


l. 00 


0. 00 H 


20 


ATOM 


551 


our 1 o 

2HG2 


TT T? A 

ILE A 


39144. 849 


9. 430 


-0. 224 


l. 00 


0. 00 H 




ATOM 


552 




TT V A 

ILE A 


39145. 904 


8. 214 


-0. 945 


l. 00 


0. 00 H 




ATOM 


553 


1HD1 


ILE A 


39144. 547 


9. 062 


2. 400 


l. 00 


0. 00 H 




ATOM 


554 


2HD1 


ILE A 


39144. 737 


7. 561 


3. 306 


l. 00 


0. 00 H 




ATOM 


555 


3HD1 


ILE A 


39143. 980 


7. 540 


l. 713 


l. 00 


0. 00 H 


25 


ATOM 


556 


N 


GLY A 


40149. 411 


10. 094 


-0. 997 


l. 00 


0. 00 N 




ATOM 


557 


CA 


GLY A 


40149. 957 


ll. 280 


-l. 629 


l. 00 


0.00 c 




ATOM 


558 


C 


GLY A 


40150. 521 


ll. 002 


-3. 007 


l. 00 


0. 00 c 




ATOM 


559 


0 


GLY A 


40150. 356 


9. 909 


-3. 548 


l. 00 


0. 00 0 




ATOM 


560 


H 


GLY A 


40149. 611 


9. 207 


-1.365 


l. 00 


0.00 H 
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ATOM 


561 


1HA 


GLY A 


40149. 177 


12- 019 




ATOM 


562 : 


2HA 


GLY A 


40150. 743 


ll. 674 




ATOM 


563 


N 


GLN A 


A 4 4 T* 4 i ft A 

41151. 189 


-« r\ t\t\f\ 

12. 000 




ATOM 


564 


CA 


GLN A 


4H5L 781 


•4 4 n P7 1 

11. 871 


5 


ATOM 


565 


C 


GLN A 


41 153. 254 


12. 277 




ATOM 


566 


0 


GLN A 


41153. 579 


13. 436 




ATOM 


567 


CB 


GLN A 


41151. 014 


12. 736 




ATOM 


568 


CG 


GLN A 


41149. 507 


12. 549 




ATOM 


' 569 


CD 


GLN A 


41148. 751 


13. 854 


10 


ATOM 


570 


0E1 


GLN A 


41148. 708 


14. 671 




ATOM 


571 


NE2 


GLN A 


41148. 150 


14. 054 




ATOM 


572 


H 


GLN A 


41151. 283 


12. 847 




ATOM 


573 


HA 


GLN A 


41151. 705 


10. 837 




ATOM 


574 


1HB 


GLN A 


41151. 234 


13. 774 


15 


ATOM 


575 


2HB 


GLN A 


41151. 343 


12. 491 




ATOM 


576 


1HG 


GLN A 


41149. 204 


11. 882 




ATOM 


577 


2HG 


GLN A 


41149. 253 


12. 112 




ATOM 


578 


1HE2 


GLN A 


41148. 228 


13. 358 




ATOM 


579 


2HE2 GLN A 


41147. 654 


14. 890 


20 


ATOM 


580 


N 


PRO A 


42154. 170 


11. 328 




ATOM 


581 


CA 


PRO A 


42155. 611 


11. 603 




ATOM 


582 


C 


PRO A 


42155. 990 


12. 708 




ATOM 


583 


0 


PRO A 


42155. 242 


13. 007 




ATOM 


584 


CB 


PRO A 


42156. 234 


10. 270 


25 


ATOM 


585 


CG 


PRO A 


42155. 205 


9. 245 




ATOM 


586 


CD 


PRO A 


42153. 880 


9. 918 




ATOM 


587 


HA 


PRO A 


42155. 964 


11. 863 




ATOM 


588 


1HB 


PRO A 


42156. 445 


10. 297 




ATOM 


589 


2HB 


PRO A 


42157. 147 


10. 100 



AJ^ PCT/JP2003/010288 

1.714 1.00 0. 00 H 

1. 004 1. 00 0. 00 H 

3. 577 1. 00 0. 00 N 

4. 901 1. 00 0. 00 C 
4. 876 1. 00 0. 00 C 
•4. 618 1. 00 0. 00 0 
•5. 900 1. 00 0. 00 C 
-5. 832 1. 00 0. 00 C 
-5. 985 1. 00 0. 00 C 
-5. 065 • 1. 00 0. 00 0 
-7. 151 1. 00 0. 00 N 
-3. 095 1. 00 0. 00 H 
-5.201 1.00 0. 00 H 
-5. 703 1. 00 0. 00 H 
-6. 897 1. 00 0. 00 H 
-6. 625 1. 00 0. 00 H 
-4. 878 1. 00 0. 00 H 
-7. 836 1. 00 0. 00 H 
-7. 279 1. 00 0. 00 H 
-5. 143 1. 00 0. 00 N 
-5. 144 1. 00 0. 00 C 
-6. 124 1. 00 0. 00 C 
-7. 055 1. 00 0. 00 0 
-5. 576 1. 00 0. 00 C 
-5. 250 1. 00 0. 00 C 
-5. 459 1. 00 0. 00 C 
-4. 157 1. 00 0. 00 H 
-6.636 1.00 0. 00 H 
-5. 025 1. 00 0. 00 H 



WO 2004/016781 

^ 637 





ATOM 


590 


1HG 


PRO A 


42155. 304 


8. 398 




ATOM 


591 


2HG 


PRO A 


42155. 308 


o Ann 

8. 933 




ATOM 


592 


1HD 


PRO A 


42153. 560 


9. 812 




ATOM 


593 


2HD 


PRO A 


42153. 139 


9. 516 


5 


ATOM 


594 


N 


PRO A 


43157. 164 


13. 333 




ATOM 


595 


CA 


PRO A 


43157. 639 


14. 410 




ATOM 


596 


C 


PRO A 


43158. 084 


13. 898 




ATOM 


597 


0 


PRO A 


43159. 259 


13. 598 




ATOM 


598 


CB 


PRO A 


43158. 831 


14. 985 


10 


ATOM 


599 


CG 


PRO A 


43159. 327 


13. 854 




ATOM 


600 


CD 


PRO A 


43158. 115 


13. 037 




ATOM 


601 


HA 


PRO A 


43156. 888 


15. 175 




ATOM 


602 


1HB 


PRO A 


43159. 580 


15. 320 




ATOM 


603 


2HB 


PRO A 


43158. 505 


15. 812 


15 


ATOM 


604 


1HG 


PRO A 


43160. 024 


13. 257 




ATOM 


605 


2HG 


PRO A 


43159. 801 


14. 235 




ATOM 


606 


1HD 


PRO A 


43158. 363 


11. 985 




ATOM 


607 


2HD 


PRO A 


43157. 720 


13. 350 




ATOM 


608 


N 


GLY A 


44157. 137 


13. 799 


20 


ATOM 


609 


CA 


GLY A 


44157. 455 


13. 321 




ATOM 


610 


C 


GLY A 


44156. 242 


12. 780 




ATOM 


611 


0 


GLY A 


44155. 976 


13. 154 




ATOM 


612 


H. 


GLY A 


44156. 217 


14. 052 




ATOM 


613 


1HA 


GLY A 


44157. 870 


14. 136 


25 


ATOM 


614 


2HA 


GLY A 


44158. 193 


12. 538 




ATOM 


615 


N 


LEU A 


45155. 501 


11. 897 




ATOM 


616 


CA 


LEU A 


45154. 309 


11. 306 




ATOM 


617 


C 


LEU A 


45153. 078 


11. 600 




ATOM 


618 


0 


LEU A 


45152. 951 


11. 097 



PCT/JP2003/010288 

5.913 1.00 0. 00 H 

4.221 1.00 0. 00 H 

6. 486 1. 00 0. 00 H 

•4. 785 1. 00 0. 00 H 

-5. 927 1. 00 0. 00 N 

-6. 798 1. 00 0. 00 C 

-8. 162 1. 00 0. 00 C 

-8. 370 1. 00 0. 00 0 

-6. 032 1. 00 0. 00 C 

-5. 201 1. 00 0. 00 C 

-4. 839 1. 00 0. 00 C 

-6. 929 1. 00 0. 00 H 

-6. 733 1. 00 0. 00 H 

-5. 420 1. 00 0. 00 H 

-5. 770 1. 00 0. 00 H 

-4. 308 1. 00 0. 00 H 

-4. 819 1. 00 0. 00 H 

-3. 885 1. 00 0. 00 H 

-9. 088 1. 00 0. 00 N 

10. 420 1. 00 0. 00 C 

11. 148 1.00 0. 00 C 

12. 290 1. 00 0. 00 0 
-8. 866 1. 00 0. 00 H 
10. 993 1. 00 0. 00 H 
10. 344 1. 00 0. 00 H 
10. 485 1. 00 0. 00 N 
•11.079 1.00 0.00 C 
•10. 230 1. 00 0. 00 C 
-9. 114 1.00 0.00 0 



WO 2004/016781 




PCT/JP2003/010288 





ATOM 


619 


CB 


LEU A 


45154. 485 


9. 794 


-11. 233 


1. 00 


0. 00 c 




ATOM 


620 


CG 


LEU A 


45155. 017 


9. 076 


-9. 993 


1. 00 


0. 00 c 




ATOM 


621 


CD1 


LEU A 


45154. 677 


7. 593 


-10. 044 


1. 00 


0. 00 c 




ATOM 


622 


CD2 LEU A 


45156. 521 


9. 282 


-9. 864 


1. 00 


0. 00 c 


5 


ATOM 


623 


TT 

H 


T THT A 

LbU A 


45155. 762 


11. 639 


-9. 575 


1. 00 


0. 00 H 




ATOM 


624 


HA 


LEU A 


45154. 171 


11. 745 


-12. 056 


1. 00 


0. 00 H 




ATOM 


625 


1HB 


LEU A 


45153. 527 


9. 365 


-11. 490 


1. 00 


0. 00 H 




ATOM 


626 


2HB 


LEU A 


45155. 170 


9. 614 


-12. 048 


1. 00 


0. 00 H 




ATOM 


627 


HG 


LEU A 


45154. 546 


9. 495 


-9. 114 


1. 00 


0. 00 H 


10 


ATOM 


628 


1HD1 


LEU A 


45153. 921 


7. 371 


-9. 306 


1. 00 


0. 00 H 




ATOM 


629 


2HD1 


LEU A 


45155. 564 


7.011 


-9. 837 


1. 00 


0. 00 H 




ATOM 


630 


3HD1 


LEU A 


45154. 305 


7. 341 


-11. 027 


1. 00 


0. 00 H 




ATOM 


631 


1HD2 LEU A 


45156.910 


9. 685 


-10. 787 


1. 00 


0. 00 H 




ATOM 


632 


2HD2 LEU A 


45156.998 


8. 336 


-9. 654 


1. 00 


0. 00 H 


15 


ATOM 


633 


3HD2 


LEU A 


45156. 721 


9. 971 


-9. 058 


1. 00 


0. 00 H 




ATOM 


634 


N 


ASN A 


46152. 171 


12. 413 


-10. 762 


1. 00 


0. 00 N 




ATOM 


635 


CA 


ASN A 


46150.957 


12. 758 


-10. 038 


1. 00 


0. 00 C 




ATOM 


636 


C 


ASN A 


46149.995 


11. 576 


-10. 017 


1. 00 


0. 00 C 




ATOM 


637 


0 


ASN A 


46149.389 


11. 234 


-11. 033 


1. 00 


0. 00 0 


20 


ATOM 


638 


CB 


ASN A 


46150. 283 


13. 971 


-10. 685 


1. 00 


0.00 c 




ATOM 


639 


CG 


ASN A 


46149. 129 


14. 503 


-9. 860 


1. 00 


0.00 c 




ATOM 


640 


0D1 


ASN A 


46149. 303 


15. 398 


-9. 032 


1. 00 


0. 00 0 




ATOM 


641 


ND2 ASN A 


46147. 939 


13. 956 


-10. 083 


1. 00 


0. 00 N 




ATOM 


642 


H 


ASN A 


46152.322 


12. 784 


-11. 656 


1. 00 


0. 00 H 


25 


ATOM 


643 


HA 


ASN A 


46151. 230 


13. 006 


-9. 024 


1. 00 


0. 00 H 




ATOM 


644 


1HB 


ASN A 


46151.012 


14. 760 


-10.801 


1. 00 


0. 00 H 




ATOM 


645 


2HB 


ASN A 


46149. 907 


13. 689 


-11. 658 


1. 00 


0. 00 H 




ATOM 


646 


1HD2 ASN A 


46147. 875 


13. 248 


-10. 758 


1. 00 


0. 00 H 




ATOM 


647 


2HD2 ASN A 


46147. 175 


14. 280 


-9. 563 


1. 00 


0. 00 H 



WO 2004/016781 




PCT/JP2003/010288 





ATOM 


648 


N 


/"IT TT 

GLU 


A 


47149. 861 


10. 955 


-8. 851 


1. 00 


0. 00 N 




ATOM 


649 


CA 


GLU 


A 


Iff 4 A f\ /*\ r-f r- 

47148. 975 


9. 809 


-8. 688 


1. 00 


0. 00 C 




ATOM 


650 


C 


GLU 


A 


47148. 762 


9. 496 


-7. 211 


1. 00 


0. 00 c 




ATOM 


651 


0 


GLU 


A 


47149. 716 


9. 219 


-6. 485 


1. 00 


0. 00 0 


5 


ATOM 


652 


CB 


GLU 


A 


47149. 547 


8. 583 


-9. 406 


1. 00 


0. 00 C 




ATOM 


653 


CG 


GLU 


A 


47151. 060 


8. 458 


-9. 295 


1. 00 


0. 00 C 




ATOM 


654 


CD 


GLU 


A 


47151. 638 


7. 490 


-10. 309 


1. 00 


0. 00 c 




ATOM 


655 


0E1 


GLU 


A 


47151. 922 


6. 334 


-9. 932 


1. 00 


0. 00 0 




ATOM 


656 


0E2 


GLU 


A 


47151. 808 


7. 889 


-11. 480 


1. 00 


0. 00 0 


10 


ATOM 


657 


H 


GLU 


A 


47150. 372 


11. 276 


-8. 079 


1. 00 


0. 00 H 




ATOM 


658 


HA 


GLU 


A 


47148. 023 


10. 062 


-9. 131 


1. 00 


0. 00 H 




ATOM 


659 


1HB 


GLU 


A 


47149. 103 


7. 694 


-8. 983 


1. 00 


0. 00 H 




ATOM 


660 


2HB 


GLU 


A 


47149. 288 


8. 642 


-10. 453 


1. 00 


0. 00 H 




ATOM 


661 


1HG 


GLU 


A 


47151. 501 


9. 430 


-9. 457 


1. 00 


0. 00 H 


15 


ATOM 


662 


2HG 


GLU 


A 


47151. 309 


8. 110 


-8. 304 


1. 00 


0. 00 H 




ATOM 


663 


N 


VAL 


A 


48147. 509 


9. 531 


-6.773 


1. 00 


0. 00 N 




ATOM 


664 


CA 


VAL 


A 


48147. 186 


9. 241 


-5. 382 


1. 00 


0. 00 c 




ATOM 


665 


C 


VAL 


A 


48147. 515 


7. 792 


-5. 045 


1. 00 


0. 00 c 




ATOM 


666 


0 


VAL 


A 


48146. 778 


6. 877 


-5. 410 


1. 00 


0. 00 0 


20 


ATOM 


667 


CB 


VAL 


A 


48145. 699 


9. 505 


-5. 081 


1. 00 


0. 00 c 




ATOM 


668 


CGI 


VAL 


A 


48145. 426 


9. 387 


-3. 590 


1. 00 


0. 00 c 




ATOM 


669 


CG2 


VAL 


A 


48145. 284 


10. 873 


-5. 601 


1. 00 


0. 00 c 




ATOM 


670 


H 


VAL 


A 


48146. 787 


9. 752 


-7. 398 


1. 00 


0. 00 H 




ATOM 


671 


HA 


VAL 


A 


48147. 782 


9. 891 


-4. 757 


1. 00 


0. 00 H 


25 


ATOM 


672 


HB 


VAL 


A 


48145. Ill 


8. 756 


-5. 592 


1. 00 


0. 00 H 




ATOM 


673 


1HG1 


VAL 


A 


48144. 434 


9.758 


-3. 376 


1. 00 


0. 00 H 




ATOM 


674 


2HG1 


VAL 


A 


48146. 154 


9. 968 


-3. 043 


1. 00 


0. 00 H 




ATOM 


675 


3HG1 


VAL 


A 


48145. 495 


8.351 


-3. 292 


1. 00 


0. 00 H 




ATOM 


676 


1HG2 


VAL 


A 


48144. 342 


11. 156 


-5. 156 


1. 00 


0. 00 H 



WO 2004/016781 

ATOM 

ATOM 

ATOM 

ATOM 
5 ATOM 

ATOM 

ATOM 

ATOM 

ATOM 
10 ATOM 

ATOM 

ATOM 

ATOM 

ATOM 
15 ATOM 

ATOM 

ATOM 

ATOM 

ATOM 
20 ATOM 

ATOM 

ATOM 

ATOM 

ATOM 
25 ATOM 

ATOM 

ATOM 

ATOM 

ATOM 



640 

48145.178 10.833 

48146.038 11.600 

49148. 629 7. 589 

49149. 057 6.249 

49148. 869 6. 026 

49149. 509 6. 684 
49150.523 6.031 
49150.819 6.092 
49152.276 6.456 
49150.482 4.765 
49149. 177 8. 359 
49148.446 5.541 
49151.117 6.786 
49150.827 5.062 
49150.205 6.858 
49152.360 7.015 
49152. 865 5.554 
49152.637 7.058 
49150.448 4.896 
49149.520 4.421 
49151.238 4.035 
50147.987 5.096 
50147.717 4.789 
50148. 598 3. 644 
50148.479 2.512 
50146.247 4.448 
50147. 508 4. 605 
50147.937 5.673 
50145.886 4.911 



677 


2HG2 


VAL A 


678 3HG2 


VAL A 


R7Q 


N 


LEU A 


Oou 


PA 


LEU A 


R01 
D 0 1 


p 


LEU A 


R0.9 
DoZ 


U 


LEU A 


R09 
Doo 


Ptt 


LEU A 


Do4 




LEU A 


OoO 


pn i 


LEU A 


OoO 


pno 


LEU A 


CQ7 
00 I 


ii 
n 


LEU A 


COO 

Doo 


UA 

nA 


LEU A 


689 


1HB 


LEU A 


690 


2HB 


LEU A 


691 


HG 


LEU A 


692 


1HD1 


LEU A 


693 


2HD1 


LEU A 


694 3HD1 


LEU A- 


695 


1HD2 


LEU A 


696 


2HD2 


LEU A 


697 


3HD2 


LEU A 


698 


N 


ALA A 


699 


CA 


ALA A 


700 


C 


ALA A 


701 


0 


ALA A 


702 


CB 


ALA A 


703 


H 


ALA A 


704 


HA 


ALA A 


705 


1HB 


ALA A 



PCT/JP2003/010288 

-6. 675 1. 00 0. 00 H 

-5. 341 1. 00 0. 00 H 

-4. 349 1. 00 0. 00 N 

-3. 967 1. 00 0. 00 C 

-2. 472 1. 00 0. 00 C 

-1. 651 1. 00 0. 00 0 

-4. 347 1. 00 0. 00 C 

-5. 846 1. 00 0. 00 C 

-6. 088 1. 00 0. 00 C 

-6. 509 1. 00 0. 00 C 

-4. 087 1. 00 0. 00 H 

-4. 504 1. 00 0. 00 H 

-3. 852 1. 00 0. 00 H 

-3. 982 1. 00 0. 00 H 

-6. 297 1. 00 0. 00 H 

-7. 007 1. 00 0. 00 H 

-6. 159 1. 00 0. 00 H 

-5. 267 1. 00 0. 00 H 

-7. 581 1. 00 0. 00 H 

-6. 158 1. 00 0. 00 H 

-6. 260 1. 00 0. 00 H 

-2. 125 1. 00 0. 00 N 

-0. 728 1. 00 0. 00 C 

-0. 237 1. 00 0. 00 C 

-0. 706 1. 00 0. 00 0 

-0. 537 1. 00 0. 00 C 

-2. 825 1. 00 0. 00 H 

-0. 148 1. 00 0. 00 H 

0. 370 1. 00 0. 00 H 



WO 2004/016781 

641 





ATOM 


706 


2HB 


ATA A 

ALA A 


50146. 132 


rt rt r? r* 

3. 376 




ATOM 


707 


3HB 


ALA A 


50145. 680 


A O 1 A 

4. 8 14 




ATOM 


708 


N 


GLY A 


51149. 481 


3. 945 




ATOM 


709 


CA 


GLY A 


5H50. 367 


2. 930 


5 


ATOM 


710 


C 


GLY A 


5H49. 616 


1. 834 




ATOM 


711 


0 


GLY A 


5H48. 873 


2. 103 




ATOM 


712 


H 


GLY A 


5H49. 530 


4. 865 




ATOM 


713 


1HA 


GLY A 


5H50. 925 


2. 489 




ATOM 


714 


2HA 


GLY A 


5ll5l. 057 


3. 397 


10 


ATOM 


715 


N 


LEU A 


52149. 809 


0. 594 




ATOM 


716 


CA 


LEU A 


52149. 144 


-0. 547 




ATOM 


717 


C 


LEU A 


52150. 156 


-1. 473 




ATOM 


718 


0 


LEU A 


52151. 152 


-1. 862 




ATOM 


719 


CB 


LEU A 


52148. 334 


-1. 320 


15 


ATOM 


720 


CG 


LEU A 


52147. 158 


-0. 552 




ATOM 


721 


CD1 


LEU A 


52146. 691 


-1. 219 




ATOM 


722 


CD2 LEU A 


52146. 015 


-0. 455 




ATOM 


723 


H 


LEU A 


52150. 414 


0. 442 




ATOM 


724 


HA 


LEU A 


52148. 472 


-0. 168 


20 


ATOM 


725 


1HB 


LEU A 


52149. 000 


-1. 608 




ATOM 


726 


2HB 


LEU A 


52147. 948 


-2. 214 




ATOM 


727 


HG 


LEU A 


52147. 479 


0. 452 




ATOM 


728 


1HD1 LEU A 


52146. 196 


-0. 491 




ATOM 


729 


2HD1 LEU A 


52146. 003 


-2. 017 


25 


ATOM 


730 


3HD1 LEU A 


52147. 543 


-1. 625 




ATOM 


731 


1HD2 LEU A 


52145. 635 


-1. 444 




ATOM 


732 


2HD2 LEU A 


52145. 226 


0. 155 




ATOM 


733 


3HD2 LEU A 


52146. 373 


-0. 006 




ATOM 


734 


N 


GLU A 


53149. 896 


-1. 824 



PCT/JP2003/010288 

0. 464 1. 00 0. 00 H 

1. 379 1. 00 0. 00 H 

0. 709 1. 00 0. 00 N 

1. 246 1. 00 0. 00 C 
1.976 1. 00 0. 00 C 

2. 919 1. 00 0. 00 0 
1. 045 1. 00 0. 00 H 

0. 434 1. 00 0. 00 H 

1. 933 1. 00 0. 00 H 

1. 540 1. 00 0. 00 N 

2. 159 1. 00 0. 00 C 
2. 823 1. 00 0. 00 C 
2. 211 1. 00 0. 00 0 
1. 116 1. 00 0. 00 C 

0. 509 1. 00 0. 00 C 
-0. 775 1. 00 0. 00 C 

1. 508 1. 00 0. 00 C 
0. 783 1. 00 0. 00 H 
2.914 1.00 0. 00 H 

0. 316 1. 00 0. 00 H 

1. 581 1. 00 0. 00 H 

0. 266 1. 00 0. 00 H 
-1. 400 1. 00 0. 00 H 
-0. 536 1. 00 0. 00 H 
-1. 300 1. 00 0. 00 H 

1. 717 1. 00 0. 00 H 

1. 093 1. 00 0. 00 H 

2. 423 1. 00 0. 00 H 
4. 078 1. 00 0. 00 N 



WO 2004/016781 

642 





ATOM 


735 


CA 


GLU A 


53150. 785 


-2. 704 




ATOM 


736 


C 


GLU A 


53150. 228 


-4. 123 




ATOM 


737 


0 


GLU A 


53149. 272 


-4. 398 




ATOM 


738 


CB 


GLU A 


53150. 991 


-2. 171 


5 


ATOM 


739 


CG 


GLU A 


53151. 929 


-3. 022 




ATOM 


740 


CD 


GLU A 


53151. 460 


-3. 163 




ATOM 


741 


0E1 


GLU A 


53150. 529 


-3. 960 




ATOM 


742 


0E2 


GLU A 


53152. 022 


-2. 475 




ATOM 


743 


H 


GLU A 


53149. 087 


-1. 481 


10 


ATOM 


744 


HA 


GLU A 


53151. 738 


-2. 724 




ATOM 


745 


1HB 


GLU A 


53151. 400 


-1. 173 




ATOM 


746 


2HB 


GLU A 


53150. 034 


-2. 128 




ATOM 


747 


1HG 


GLU A 


53151. 992 


-4. 006 




ATOM 


748 


2HG 


GLU A 


53152. 908 


-2. 565 


15 


ATOM 


749 


N 


LEU A 


54150. 831 


-5. 020 




ATOM 


750 


CA 


LEU A 


54150. 395 


-6.411 




ATOM 


751 


C 


LEU A 


54150. 670 


-7. 106 




ATOM 


752 


0 


LEU A 


54151. 717 


-6. 900 




ATOM 


753 


CB 


LEU A 


54151. 101 


-7. 155 


20 


ATOM 


754 


CG 


LEU A 


54151. 009 


-6. 482 




ATOM 


755 


CD1 


LEU A 


54152. 142 


-6. 950 




ATOM 


756 


CD2 LEU A 


54149. 661 


-6. 766 




ATOM 


757 


H 


LEU A 


54151. 588 


-4. 741 




ATOM 


758 


HA 


LEU A 


54149. 331 


-6.419 


25 


ATOM 


759 


1HB 


LEU A 


54152. 144 


-7. 259 




ATOM 


760 


2HB 


LEU A 


54150. 668 


-8. 141 




ATOM 


761 


HG 


LEU A 


54151. 103 


-5. 412 




ATOM 


762 


1HD1 


LEU A 


54152.417 


-7. 961 




ATOM 


763 


2HD1 


LEU A 


54152. 995 


-6. 300 



PCT/JP2003/0 10288 

4. 826 1. 00 0. 00 C 

4. 878 1. 00 0. 00 C 

5. 604 1. 00 0. 00 0 

6. 245 1. 00 0. 00 C 

7. 085 1. 00 0. 00 C 

8. 521 1. 00 0. 00 C 

8. 765 1. 00 0. 00 0 

9. 399 1. 00 0. 00 0 
4. 512 1. 00 0. 00 H 
4. 317 1. 00 0. 00 H 
6. 186 1. 00 0. 00 H 
6. 743 1. 00 0. 00 H 

6. 646 1. 00 0. 00 H 

7. 085 1. 00 0. 00 H 
4. 106 1. 00 0. 00 N 

4. 066 1. 00 0. 00 C 

5. 395 1. 00 0. 00 C 

6. 009 1. 00 0. 00 0 

2. 930 1. 00 0. 00 C 

1. 560 1. 00 0. 00 C 
0. 659 1. 00 0. 00 C 

0. 916 1. 00 0. 00 C 

3. 550 1. 00 0. 00 H 
3. 882 1. 00 0. 00 H 
3. 190 1. 00 0. 00 H 

2. 850 1. 00 0. 00 H 

1. 685 1. 00 0. 00 H 
0.921 1.00 0. 00 H 
0. 787 1. 00 0. 00 H 
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PCT/JP2003/010288 





ATOM 


764 


3HD1 


LEU A 


54 15 1. 818 


-6. 920 


-0. 371 


1 A A 

l. 00 


A A A TT 

0. 00 H 




ATOM 


765 


1HD2 LEU A 


54149. 379 


-5. 934 


0. 288 


■f A A 

l. 00 


A A A TT 

0. 00 H 




ATOM 


766 


2HD2 


LEU A 


54148. 916 


-6. 904 


i AAA 

1. 686 


l. 00 


A A A TT 

0. 00 H 




ATOM 


767 


3HD2 LEU A 


54149. 729 


-7. 662 


0. 316 


l. 00 


A A A TT 

0. 00 H 


5 


ATOM 


768 


XT 


GLU A 


55149. 724 


-7. 930 


5. 832 


l. 00 


A A A \T 

0. 00 N 




ATOM 


769 


CA 


n TT A 

GLU A 


55149. 864 


-8. 657 


7. 089 


l. 00 


0. 00 c 




ATOM 


770 


n 
I 


PT TT A 

GLU A 


55150. 994 


-9. 678 


7. 005 


l. 00 


0. 00 c 




ATOM 


771 


0 


r»T TT A 

GLU A 


55151. 789 


-9. 818 


7. 934 


l. 00 


0. 00 0 




ATOM 


772 


CB 


/"*T TT A 

GLU A 


55148. 553 


-9. 359 


7. 446 


l. 00 


0. 00 c 


10 


ATOM 


773 


CG 


GLU A 


55147. 334 


-8. 455 


7. 347 


l. 00 


0. 00 c 




ATOM 


774 


ft T\ 

CD 


AT TT A 

GLU A 


55146. 084 


-9. 100 


7. 915 


l. 00 


0. 00 c 




ATOM 


775 


OEl 


AT TT A 

GLU A 


55145. 229 


-8. 364 


8. 452 


l. 00 


0. 00 0 




ATOM 


776 


0E2 


at TT A 

GLU A 


55145. 960 


-10. 339 


7. 820 


l. 00 


0. 00 0 




ATOM 


777 


H 


ry t TT A 

GLU A 


55148. 912 


-8. 054 


5. 297 


l. 00 


0. 00 H 


15 


ATOM 


778 


HA 


HT TT A 

GLU A 


55150. 100 


-7. 940 


7. 861 


I. 00 


0. 00 H 




ATOM 


779 


1HB 


AT TT * 

GLU A 


55148. 411 


-10. 194 


6. 777 


l. 00 


0. 00 H 




ATOM 


780 


ATTA 

2HB 


GLU A 


55148. 619 


-9. 728 


8. 459 


l. 00 


0. 00 H 




ATOM 


781 


1HG 


AT TT A 

GLU A 


55147. 531 


-7. 545 


7. 893 


l. 00 


0. 00 H 




ATOM 


782 


2HG 


at TT A 

GLU A 


55147. 160 


-8. 221 


6. 307 


l. 00 


0. 00 H 


20 


ATOM 


783 


N 


ASP A 


56151. 058 


-10. 392 


5. 886 


l. 00 


0. 00 N 




ATOM 


784 


CA 


ASP A 


56152. 090 


-11. 401 


5. 680 


l. 00 


0. 00 c 




ATOM 


785 


C 


ASP A 


56153. 367 


-10. 771 


5. 130 


l. 00 


0. 00 c 




ATOM 


786 


0 


ASP A 


56153. 327 


-10. 001 


4. 171 


l. 00 


0. 00 0 




ATOM 


787 


CB 


ASP A 


56151. 590 


-12. 485 


4. 723 


l. 00 


0. 00 c 


25 


ATOM 


788 


CG 


ASP A 


56150. 920 


-13. 634 


5. 451 


l. 00 


0. 00 c 




ATOM 


789 


0D1 


ASP A 


56151. 503 


-14. 134 


6. 435 


l. 00 


0. 00 0 




ATOM 


790 


0D2 ASP A 


56149. 812 


-14. 033 


5. 037 


l. 00 


0.00 0 




ATOM 


791 


H 


ASP A 


56150. 396 


-10. 235 


5. 180 


l. 00 


0. 00 H 




ATOM 


792 


HA 


ASP A 


56152. 308 


-11. 851 


6. 636 


l. 00 


0. 00 H 
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ATOM 


793 : 


IHB 


ASP A 


56150. 875 - 


-12. 051 




ATOM 


794 : 


2HB 


ASP A 


56152.426 • 


-12. 876 




ATOM 


795 


N 


GLU A 


57154. 497 - 


-11. 105 




ATOM 


796 


CA 


GLU A 


57155. 785 ■ 


-10. 572 


5 


ATOM 


797 


C 


GLU A 


57156.231 


-11. 213 




ATOM 


798 


0 


GLU A 


57156. 596 


-12. 388 




ATOM 


799 


CB 


GLU A 


57156. 843 


-10. 807 




ATOM 


800 


CG 


GLU A 


57156. 548 


-10. 088 




ATOM 


801 


CD 


GLU A 


57157. 377 


-10. 615 


10 


ATOM 


802 


0E1 


GLU A 


57158. 607 


-10. 399 




ATOM 


803 


0E2 


GLU A 


57156. 796 


-11. 244 




ATOM 


804 


H 


GLU A 


57154. 464 


-11. 724 




ATOM 


805 


HA 


GLU A 


57155. 670 


-9. 510 




ATOM 


806 


IHB 


GLU A 


57156. 905 


-11. 866 


15 


ATOM 


807 


2HB 


GLU A 


57157. 798 


-10. 463 




ATOM 


808 


1HG 


GLU A 


57156. 762 


-9. 037 




ATOM 


809 


2HG 


GLU A 


57155. 503 


-10. 216 




ATOM 


810 


N 


CYS A 


58156. 196 


-10. 433 




ATOM 


811 


CA 


CYS A 


58156.596 


-10. 925 


20 


ATOM 


812 


C 


CYS A 


58158. 001 


-10. 450 




ATOM 


813 


0 


CYS A 


58158.351 


-9. 292 




ATOM 


814 


CB 


CYS A 


58155. 603 


-10. 459 




ATOM 


815 


SG 


CYS A 


58154. 230 


-11. 601 




ATOM 


816 


H 


CYS A 


58155. 895 


-9. 505 


25 


ATOM 


817 


HA 


CYS A 


58156. 592 


-12. 004 




ATOM 


818 


IHB 


CYS A 


58155. 184 


-9. 509 




ATOM 


819 


2HB 


CYS A 


58156. 125 


-10. 335 




ATOM 


820 


HG 


CYS A 


58153. 489 


-11. 095 




ATOM 


821 


N 


ALA A 


59158. 801 


-11. 350 



0^ PCT/JP2003/010288 

4. 039 1. 00 0. 00 H' 

4. 163 1. 00 0. 00 H 

5. 745 1. 00 0. 00 N 

5. 317 1. 00 0. 00 C 
4. 006 1. 00 0. 00 C 
3. 971 1. 00 0. 00 0 

6. 398 1. 00 0. 00 C 

7. 703 1. 00 0. 00 C 

8. 859 1. 00 0. 00 C 

8. 853 1. 00 0. 00 0 

9. 768 1. 00 0. 00 0 
6. 504 1. 00 0. 00 H 
5.163 1.00 0. 00 H 
6. 600 1. 00 0. 00 H 

6. 029 1. 00 0. 00 H 

7. 578 1. 00 0. 00 H 
7. 942 1. 00 0. 00 H 

2. 931 1. 00 0. 00 N 
1. 617 1. 00 0. 00 C 
1. 263 1. 00 0. 00 C 
1. 492 1. 00 0. 00 0 
0. 552 1. 00 0. 00 C 

0. 272 1. 00 0. 00 S 

3. 023 1. 00 0. 00 H 

1. 652 1. 00 0. 00 H 
0.851 1.00 0. 00 H 

-0. 387 1. 00 0. 00 H 

-0.071 1.00 0. 00 H 

0. 702 1. 00 0. 00 N 



WO 2004/016781 ^Bk 

645 





ATOM 


822 


CA 


ALA A 


59160. 167 


-11. 022 




ATOM 


823 


C 


ALA A 


59160. 187 


-10. 082 




ATOM 


824 


0 


ALA A 


59159. 903 


-10. 491 




ATOM 


825 


CB 


ALA A 


59160. 947 


-12. 292 


5 


ATOM 


826 


H 


ALA A 


59158. 463 


-12. 256 




ATOM 


827 


HA 


ALA A 


59160. 643 


-10. 532 




ATOM 


828 


1HB 


ALA A 


59161. 958 


-12. 193 




ATOM 


829 


2HB 


ALA A 


59160. 965 


-12. 452 




ATOM 


830 


3HB 


ALA A 


59160. 471 


-13. 132 


10 


ATOM 


831 


N 


GLY A 


60160. 524 


-8. 821 




ATOM 


832 


CA 


GLY A 


60160. 574 


-7. 842 




ATOM 


833 


C 


GLY A 


60159. 929 


-6. 525 




ATOM 


834 


0 


GLY A 


60160. 307 


-5. 469 




ATOM 


835 


H 


GLY A 


60160. 739 


-8. 552 


15 


ATOM 


836 


1HA 


GLY A 


60161. 607 


-7. 662 




ATOM 


837 


2HA 


GLY A 


60160. 061 


-8. 241 




ATOM 


838 


N 


CYS A 


61158. 954 


-6. 589 




ATOM 


839 


CA 


CYS A 


61158. 255 


-5. 393 




ATOM 


840 


C 


CYS A 


61159. 192 


-4. 483 


20 


ATOM 


841 


0 


CYS A 


61160. 303 


-4. 876 




ATOM 


842 


CB 


CYS A 


61157. 052 


-5. 777 




ATOM 


843 


SG 


CYS A 


61155. 952 


-6. 992 




ATOM 


844 


H 


CYS A 


61158. 697 


-7. 461 




ATOM 


845 


HA 


CYS A 


61157. 905 


-4. 861 


25 


ATOM 


846 


1HB 


CYS A 


61157. 405 


-6. 194 




ATOM 


847 


2HB 


CYS A 


61156. 470 


-4. 890 




ATOM 


848 


HG 


CYS A 


61156.418 


-7. 831 




ATOM 


849 


N 


THR A 


62158. 734 


-3. 265 




ATOM 


850 


CA 


THR A 


62159. 531 


-2. 299 



PCT/JP2003/010288 

0. 315 1. 00 0. 00 C 

0. 886 1. 00 0. 00 C 

2.012 1.00 0.00 0 

0. 005 1. 00 0. 00 C 

0. 544 1. 00 0. 00 H 

1.152 1.00 0. 00 H 

0. 372 1. 00 0. 00 H 

■1.062 1. 00 0. 00 H 

0. 488 1. 00 0. 00 H 

-0. 637 1. 00 0. 00 N 

-1. 708 1. 00 0. 00 C 

-1. 320 1. 00 0. 00 C 

-1.827 1.00 0.00 0 

0.281 1.00 0. 00 H 

-1. 967 1. 00 0. 00 H 

-2. 570 1. 00 0. 00 H 

-0. 420 1. 00 0. 00 N 

0. 035 1. 00 0. 00 C 

0. 823 1. 00 0. 00 C 

1. 177 1. 00 0. 00 0 
0. 899 1. 00 0. 00 C 

0. 134 1. 00 0. 00 S 
-0. 053 1. 00 0. 00 H 
-0. 838 1. 00 0. 00 H 

1. 830 1. 00 0. 00 H 
1. 106 1. 00 0. 00 H 

0. 095 1. 00 0. 00 H 

1. 096 1. 00 0. 00 N 
1. 842 1. 00 0. 00 C 
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ATOM 


n r 1 

851 


C 


THR 


A 


62159. 054 


ft nn t 

-2. 201 




ATOM 


852 


0 


THR 


A 


rt fi 1 r rt i ft A 

62158. 129 


-2. 903 




ATOM 


OHO 

853 


a t\ 

CB 


THR 


A 


62159. 461 


A A A A 

-0. 924 




ATOM 


A r A 

854 


0G1 


THR 


A 


62158. 186 


A rj ■* a 

-0. 714 


5 


ATOM 


855 


CG2 


THR 


A 


62160. 497 


-0. 732 




ATOM 


856 


H 


THR 


A 


62157. 840 


-3. 010 




ATOM 


857 


HA 


THR 


A 


62160. 556 


-2. 640 




ATOM 


858 


HB 


THR 


A 


62159. 622 


-0. 163 




ATOM 


859 


HG1 


THR 


A 


62157. 729 


-0. 016 


10 


ATOM 


860 


1HG2 


THR 


A 


62161. 485 


-0. 763 




ATOM 


861 


2HG2 


THR 


A 


62160. 344 


0. 224 




ATOM 


862 


3HG2 


THR 


A 


62160. 402 


-1. 520 




ATOM 


863 


N 


ASP 


A 


63159. 692 


-1. 326 




ATOM 


864 


CA 


ASP 


A 


63159. 332 


-1. 135 


15 


ATOM 


865 


C 


ASP 


A 


63158. 683 


0. 228 




ATOM 


866 


0 


ASP 


A 


63158. 810 


0. 827 




ATOM 


867 


CB 


ASP 


A 


63160. 569 


-1. 269 




ATOM 


868 


CG 


ASP 


A 


63161. 735 


-0. 442 




ATOM 


869 


0D1 


ASP 


A 


63162. 877 


-0. 947 


20 


ATOM 


870 


0D2 


ASP 


A 


63161. 506 


0. 712 




ATOM 


871 


H 


ASP 


A 


63160. 421 


-0. 794 




ATOM 


872 


HA 


ASP 


A 


63158. 622 


-1. 904 




ATOM 


873 


1HB 


ASP 


A 


63160. 325 


-0. 942 




ATOM 


874 


2HB 


ASP 


A 


63160. 873 


-2. 306 


25 


ATOM 


875 


N 


/it tr 

GLY 


A 


64157. 987 


0. 715 




ATOM 


876 


CA 


GLY 


A 


64157. 329 


2. 004 




ATOM 


877 


C 


GLY 


A 


64158. 059 


3. 087 




ATOM 


878 


0 


GLY 


A 


64158. 181 


4. 218 




ATOM 


879 


H 


GLY 


A 


64157. 919 


0. 194 



PCT/JP2003/010288 

3. 287 1. 00 0. 00 C 

3. 695 1. 00 0. 00 0 
1. 175 1. 00 0. 00 C 
0. 595 1. 00 0. 00 0 
0. 089 1. 00 0. 00 C 

0. 786 1. 00 0. 00 H 

1. 836 1. 00 0. 00 H 
1. 925 1. 00 0. 00 H 
1. 070 1. 00 0. 00 H 
0. 525 1. 00 0. 00 H 
•0. 389 1. 00 0. 00 H 
0. 643 1. 00 0. 00 H 

4. 058 1. 00 0. 00 N 

5. 458 1. 00 0. 00 C 

5. 672 1. 00 0. 00 C 

6. 741 1. 00 0. 00 0 

6. 347 1. 00 0. 00 C 
5. 843 1. 00 0. 00 C 
5. 871 1. 00 0. 00 0 
5. 422 1. 00 0. 00 0 

3. 675 1. 00 0. 00 H 

5. 725 1. 00 0. 00 H 

7. 346 1. 00 0. 00 H 

6. 376 1. 00 0. 00 H 

4. 650 1. 00 0. 00 N 
4. 747 1. 00 0. 00 C 
3. 979 1. 00 0. 00 C 
4.451 1.00 0.00 0 
3. 823 1. 00 0. 00 H 
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• 


) 






647 




ATOM 


880 


1HA 


GLY 


A 


64156. 326 


1. 914 




ATOM 


881 


2HA 


GLY 


A 


64157. 274 


2. 291 




ATOM 


882 


N 


THR 


A 


65158. 544 


2. 743 




ATOM 


883 


CA 


THR 


A 


65159. 266 


3. 694 


5 


ATOM 


884 


C 


THR 


A 


65158. 921 


3. 495 




ATOM 


885 


0 


THR 


A 


65158. 995 


2. 381 




ATOM 


886 


CB 


THR 


A 


65160. 775 


3. 546 




ATOM 


887 


0G1 


THR 


A 


65161. 186 


2. 213 




ATOM 


888 

u u u 


CG2 


THR 


A 


65161. 226 


3. 917 


10 


ATOM 


889 


H 


THR 


A 


65158.415 


1. 826 




ATOM 


890 


HA 


THR 


A 


65158. 967 


4. 689 




ATOM 


891 

\J U X 


HB 


THR 


A 


65161. 288 


4. 194 




ATOM 


892 

\J \J u 


HG1 


THR 


A 


65160. 799 


1. 905 




ATOM 

111 VSlU 


893 

U J u 


1HG2 


THR 


A 


65160. 492 


4. 565 


15 


ATOM 

I i. J. \J 1U 


894 


2HG2 


THR 


A 


65162. 175 


4. 430 




ATOM 


895 

U u 


3HG2 


THR 


A 


65161. 333 


3. 021 




ATOM 


896 

U t/ u 


N 


PHE 


A 


66158. 545 


4. 581 




ATOM 

il X \J ill 


897 


CA 


PHE 


A 


66158. 189 


4. 526 




ATOM 

iXX VslU 


898 


C 


PHE 


A 


66159. 244 


5. 221 


20 


ATOM 


899 


0 


PHE 


A 


66159. 348 


6. 447 




ATOM 


900 


CB 


PHE 


A 


66156. 822 


5. 175 




ATOM 


901 


CG 


PHE 


A 


66156. 219 


4. 847 




ATOM 


902 


CD1 


PHE 


A 


66156. 098 


3. 531 




ATOM 


903 


CD2 


PHE 


A 


66155. 771 


5. 856 


25 


ATOM 


904 


CE1 


PHE 


A 


66155. 543 


3. 227 




A1UM 




CE2 


PHE 


A 


66155. 215 


5. 557 




ATOM 


906 


CZ 


PHE 


A 


66155. 101 


4. 241 




ATOM 


907 


H 


PHE 


A 


66158. 506 


5. 440 




ATOM 


908 


HA 


PHE 


A 


66158. 136 


3. 486 



PCT/JP2003/010288 

4. 357 1. 00 0. 00 H 

5. 788 1. 00 0. 00 H 
2.791 1.00 0. 00 N 

1. 954 1. 00 0. 00 C 

0. 482 1. 00 0. 00 C 
•0. 038 1. 00 0. 00 0 

2. 161 1. 00 0. 00 C 
1.916 LOO 0.00 0 

3. 557 1.00 0.00 C 
2. 469 1. 00 0. 00 H 

2. 250 1. 00 0. 00 H 
1.466 1.00 0.00 H 

1. 093 1. 00 0. 00 H 
4.014 1.00 0. 00 H 

3. 505 1. 00 0. 00 H 
4.151 1.00 0. 00 H 
0. 185 1. 00 0. 00 N 
■1. 598 1. 00 0. 00 C 
-2. 452 1. 00 0. 00 C 
•2. 453 1. 00 0. 00 0 
-1. 826 1. 00 0. 00 C 
-3. 162 1. 00 0. 00 C 
-3. 579 1. 00 0. 00 C 
-4. 001 1. 00 0. 00 C 
-4. 808 1. 00 0. 00 C 
-5. 231 1. 00 0. 00 C 
-5. 635 1. 00 0. 00 C 
0.285 1.00 0.00 H 
-1.886 1.00 0. 00 H 
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ATOM 


909 


1HB 


PHE A 


66156. 139 


4. 837 




ATOM 


910 


2HB 


PHE A 


66156. 926 


6. 248 




ATOM 


911 


HD1 


PHE A 


66156. 443 


2. 737 




ATOM 


912 


HD2 


PHE A 


66155. 860 


6. 885 


5 


ATOM 


913 


HE1 


PHE A 


66155. 456 


2. 198 




ATOM 


914 


HE 2 


PHE A 


66154. 871 


6. 352 




ATOM 


915 


HZ 


PHE A 


66154. 666 


4. 007 




ATOM 


916 


N 


ARG A 


67160. 023 


4. 428 




ATOM 


917 


CA 


ARG A 


67 16 1. 070 


4. 967 


10 


ATOM 


918 


C 


ARG A 


67162. 093 


5. 754 




ATOM 


919 


0 


ARG A 


67162. 571 


6. 803 




ATOM 


920 


CB 


ARG A 


67160. 460 


5. 864 




ATOM 


921 


CG 


ARG A 


67159. 253 


5. 250 




ATOM 


922 


CD 


ARG A 


67158. 944 


5. 953 


15 


ATOM 


923 


NE 


ARG A 


67157. 578 


5. 696 




ATOM 


924 


CZ 


ARG A 


67157. 193 


4. 569 




ATQM 


925 


NH1 


ARG A 


67158. 066 


3. 594 




ATOM 


926 


NH2 


ARG A 


67155. 931 


4. 416 




ATOM 


927 


H 


ARG A 


67159. 891 


3. 458 


20 


ATOM 


928 


HA 


ARG A 


67161. 568 


4. 136 




ATOM 


929 


1HB 


ARG A 


67160. 153 


6. 796 




ATOM 


930 


2HB 


ARG A 


67161. 210 


6. 068 




ATOM 


931 


1HG 


ARG A 


67159. 457 


4. 208 




ATOM 


932 


2HG 


ARG A 


67158. 397 


5. 331 


25 


ATOM 


933 


1HD 


ARG A 


67159. 073 


7. 017 




ATOM 


934 


2HD 


ARG A 


67159. 634 


5. 603 




ATOM 


935 


HE 


ARG A 


67156. 913 


6. 401 




ATOM 


936 


1HH1 ARG A 


67159. 019 


3. 702 




ATOM 


937 


2HH1 


ARG A 


67157. 771 


2. 749 



PCT/JP2003/010288 

1. 062 1. 00 0. 00 H 

1. 761 1. 00 0. 00 H 

2. 934 1. 00 0. 00 H 

3. 686 1. 00 0. 00 H 
5. 121 1. 00 0. 00 H 

5. 875 1. 00 0. 00 H 

6. 595 1. 00 0. 00 H 
3. 181 1. 00 0. 00 N 
•4. 042 1. 00 0. 00 C 
•3. 228 1. 00 0. 00 C 
•3. 660 1. 00 0. 00 0 
-5. 121 1. 00 0. 00 C 
-5. 812 1. 00 0. 00 C 
-7. 123 1. 00 0. 00 C 
-7. 573 1. 00 0. 00 N 
-8. 167 1. 00 0. 00 C 
-8. 385 1. 00 0. 00 N 
-8. 545 1. 00 0. 00 N 
-3. 140 1. 00 0. 00 H 
-4. 517 1. 00 0. 00 H 
-4. 668 1. 00 0, 00 H 
-5. 869 1. 00 0. 00 H 
-6.013 1.00 0. 00 H 
-5. 158 1. 00 0. 00 H 
-6. 985 1. 00 0. 00 H 
-7. 876 1. 00 0. 00 H 
-7. 425 1. 00 0. 00 H 
-8. 102 1. 00 0. 00 H . 
-8. 832 1. 00 0. 00 H 
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A T Alt 

ATOM 


938 


1HH2 ARG A 


67155. 268 


r 1 jio 

5. 148 




ATOM 


Aon 

939 


2HH2 ARG A 


67155. 642 


O C H A 

3. 570 




ATOM 


940 


N 


PrTY a 


n 1 a n /inn 

68162. 423 


5. 240 




ATOM 


941 


PA 


OTY A 


68163. 387 


i~ Ann 

5. 909 


5 


ATOM 


942 


r 


CTY A 
ViJLI A 


68162. 806 


n inn 

7. 129 




ATOM 


943 


u 


fjv A 


68163. 530 


8. 07 1 




ATOM 


944 


ii 
n 


IxLI A 


68162. 009 


4. 402 




ATOM 


945 


1 HA 

InA 


uLl A 


68163. 726 


5. 212 




ATOM 


946 


9HA 


PT V A 
uLI A 


68164. 232 


6. 214 


10 


ATOM 


947 


M 


THP A 
InK A 


69161. 497 


7. Ill 




ATOM 


948 


p a 


TUP A 
InK A 


69160. 818 


8. 224 




ATOM 


949 


p 


TUT? A 
InK. A 


69159. 927 


7. 727 




ATOM 


950 


U 


TUP A 
InK A 


69158. 778 


7. 344 




ATOM 


951 


PB 


TUT? A 

InK A 


69159. 985 


9. 007 


15 


ATOM 


952 




TUP A 

InK A 


69160. 757 


9. 328 




ATOM 


953 


pro 


TUP A 
InK A 


69159. 427 


10. 300 




ATOM 


954 


H 


THR A 


69160. 974 


6. 330 




ATOM 


955 


HA 


THR A 


69161. 575 


8. 876 




ATOM 


956 


HB 


THR A 


69159. 152 


8. 396 


20 


ATOM 


957 


HG1 


THR A 


69161. 481 


9. 905 




ATOM 


958 


1HG2 


THR A 


69160. 229 


ll. 013 




ATOM 


959 


2HG2 THR A 


69158. 958 


10. HO 




ATOM 


960 


3HG2 


THR A 


69158. 696 


10. 701 




ATOM 


961 


N 


ARG A 


70160. 463 


7. 737 


25 


ATOM 


962 


CA 


ARG A 


70159. 714 


7. 288 




ATOM 


963 


C 


ARG A 


70158. 456 


8. 127 




ATOM 


964 


0 


ARG A 


70158. 505 


9. 357 




ATOM 


965 


CB 


ARG A 


70160. 591 


7. 360 




ATOM 


966 


CG 


ARG A 


70159. 921 


6. 798 



PCT/JP2003/010288 

8. 383 l. 00 0. 00 H 

8. 992 l. 00 0. 00 H 

2. 048 l. 00 0. 00 N 
■l. 192 l. 00 0. 00 C 
•0. 505 I 00 0. 00 C 
■0. 184 l. 00 0. 00 0 
•l. 755 l. 00 0.00 H 
■0. 440 l. 00 0. 00 H 
-1.791 l. 00 0. 00 H 
•0. 279 l. 00 0. 00 N 

0. 375 l. 00 0. 00 C 

1. 509 l. 00 0. 00 C 
l. 285 l. 00 0. 00 0 
-0. 640 l. 00 0. 00 C 
-l. 783 l. 00 0.00 0 
-0. 085 l. 00 0. 00 C 
-0. 558 l. 00 0. 00 H 
0. 786 l. 00 0. 00 H 
-0. 954 l. 00 0. 00 H 
-l. 529 l. 00 0. 00 H 

0. 043 l. 00 0. 00 H 

0.869 l. 00 0.00 H 

-0. 772 l. 00 0. 00 H 

2.725 l. 00 0.00 N 

3. 893 l. 00 0. 00 C 

4. 089 l. 00 0. 00 C 

4. 042 l. 00 0. 00 0 

5. 145 l. 00 0. 00 C 

6. 388 l. 00 0.00 C 
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l U101. 000 


9 n c; c; 
o. uoo 
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HA 
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1 UIUJ. 460 


R 9R9 
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1X1.YVJ IX 
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0. 0U6 




ATOM 

IX X viU 
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2HB 
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70 1 fid KAA 

i U 1 OU. 044 


o. oyo 


10 

X \J 


ATOM 

IX X V/1U 


976 
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ARG A 


701RR cq i 
1 U 1 00. ou 1 


ft 9 1 0 
0. oil! 




ATOM 

i i x will 
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701R0 9^/1 
i U I OU. 604 


0. (oZ 




ATOM 

IX. X \Jul 


978 


1HD 


ARG A 


701R0 9/19 
1 U 1 OU. 646 


9 ftft /I 
0. 004 




ATOM 

IX X \JVtl 


Q7Q 


2HD 


ARG A 


701^0 590 

i u i oy. ozu 


7 /I 9 1 
(. 4Z1 




ATOM 

ix x \JVtl 


980 


HE 


ARG A 


701R9 909 
i U 10^. L\)L 


0. olo 


15 


ATOM 


981 

JUL 


1HH1 


ARG A 


701R0 9 c: C 
i U 1 OU. ^00 


9 /1 9 /I 

o. 4o4 




ATOM 

rx x \Ji\i 


982 

D U Lt 


2HH1 


ARG A 


701R1 493 
i U 1 0 1. 400 


9 A c n 
0. 40U 




ATOM 

rx x ism 


983 


1HH2 


ARG A 


70 1 R3 8 1 0 

( u ioo. o iy 


A 7ft ft 
0. J 00 




ATOM 

rx x \Jiii 


984 

jut 


2HH2 ARG A 


701R3 50R 
1 U 100. ouo 


7 /17ft 

f. 4i 0 




ATOM 

rx x v/m 


985 

uoo 


N 


TYR A 


71 1 R7 331 
I 1 10 1 . 001 


7 /i e; ft 
/. 400 


20 


ATOM 

11 X w III 


986 


CA 


TYR A 


71 1 eft HRO 
I 1 1 0 0. UOU 


9 1 QQ 

o. loy 




ATOM 

IX X \JlJl 


987 


C 


TYR A 


1 1 1 o o. 4yo 


7 9QG 
(. OOO 




ATOM 

IX X V/1U 


988 


0 


TYR A 


71 1 ^A QR7 

1 1 1 04. y o i 


9 7 1 Q 

o. ( iy 




ATOM 


989 


CB 


TYR A 


71 1 n^R 

I 1 100. uoo 


7 79/1 
I . i 64 




ATOM 

IX X will 


990 

%J %J V 


CG 


TYR A 


71 1 cn 07Q 
1 1 100. a i y 


0. 4Uo 


25 


ATOM 


991 


CD1 


TYR A 


I 1 Id J. 0U1 


7 R70 




A TOM 

AlUM 




CD2 


TYR A 


71 155. 468 


9. 777 




ATOM 


993 


CE1 


TYR A 


71155. 505 


8. 285 




ATOM 


994 


CE2 


TYR A 


71155. 673 


10. 400 




ATOM 


995 


CZ 


TYR A 


71 155. 691 


9. 650 
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7. 624 1. 00 0. 00 C 

8.153 1.00 0. 00 N 

9. 384 1. 00 0. 00 C 

10.218 1.00 0. 00 N 

9. 785 1. 00 0. 00 N 

2. 839 1. 00 0. 00 H 

3. 725 1. 00 0. 00 H 

4. 968 1. 00 0. 00 H 

5. 333 1. 00 0. 00 H 

6. 246 1. 00 0. 00 H 

6. 537 1. 00 0. 00 H 

7. 362 1. 00 0. 00 H 

8. 385 1. 00 0. 00 H 
7. 558 1. 00 0. 00 H 

9. 923 1. 00 0. 00 H 
11. 143 1. 00 0. 00 H 

9. 161 1. 00 0. 00 H 

10. 710 1. 00 0. 00 H 

4. 312 1. 00 0. 00 N 

4. 517 1. 00 0. 00 C 

5. 900 1. 00 0. 00 C 

6. 574 1. 00 0. 00 0 
3.441 1.00 0.00 C 
2. 108 1. 00 0. 00 C 
0. 928 1. 00 0. 00 C 
2. 029 1. 00 0. 00 C 

-0. 292 1. 00 0. 00 C 

0. 813 1. 00 0. 00 C 

-0. 344 1. 00 0. 00 C 
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ATOM 


996 


OH TYR A 


71155. 894 


10. 268 




ATOM 


997 


H TYR A 


71157. 357 


6. 477 




ATOM 


998 


HA TYR A 


71156. 238 


9. 202 




ATOM 


999 


IHB TYR A 


71155. 124 


6. 659 


5 


ATOM 


1000 


2HB TYR A 


71154. 058 


7. 970 




ATOM 


1001 


HD1 TYR A 


71155. 154 


6. 600 




ATOM 


1002 


HD2 TYR A 


71155. 455 


10. 361 




ATOM 


1003 


HE1 TYR A 


71155. 518 


7. 697 




ATOM 


1004 


HE 2 TYR A 


71155. 819 


11. 470 


10 


ATOM 


1005 


HH TYR A 


71155. 302 


9. 892 




ATOM 


1006 


N PHE A 


72155. 611 


6. 579 




ATOM 


1007 


CA PHE A 


72155. 112 


6. 157 




ATOM 


1008 


C PHE A 


72156. 066 


5. 160 




ATOM 


1009 


0 PHE A 


72157. 112 


4. 833 


15 


ATOM 


1010 


CB PHE A 


72153. 722 


5. 534 




ATOM 


1011 


CG PHE A 


72153. 649 


4. 455 




ATOM 


1012 


CD1 PHE A 


72153. 791 


3. 123 




ATOM 


1013 


CD2 PHE A 


72153. 438 


4. 775 




ATOM 


1014 


CE1 PHE A 


72153. 725 


2. 128 


20 


ATOM 


1015 


CE2 PHE A 


72153. 372 


3. 785 




ATOM 


1016 


CZ PHE A 


72153. 514 


2. 459 




ATOM 


1017 


H PHE A 


72156. 042 


5. 919 




ATOM 


1018 


HA PHE A 


72155. 043 


7. 033 




ATOM 


1019 


IHB PHE A 


72153. 433 


5. 101 


25 


ATOM 


1020 


2HB PHE A 


72153. 015 


6. 305 




ATOM 


1021 


HD1 PHE A 


72153. 956 


2. 862 




ATOM 


1022 


HD2 PHE A 


72153. 327 


5. 810 




ATOM 


1023 


HE1 PHE A 


72153. 837 


1. 093 




ATOM 


1024 


HE2 PHE A 


72153. 206 


4. 046 



PCT/JP2003/010288 

1.557 1.00 0.00 0 

4. 339 1. 00 0. 00 H 

4. 440 1. 00 0. 00 H 

3. 285 1. 00 0. 00 H 

3. 776 1. 00 0. 00 H 
0. 972 1. 00 0. 00 H 
2. 938 1. 00 0. 00 H 
-1. 198 1. 00 0. 00 H 
0. 773 1. 00 0. 00 H 
-2. 211 1. 00 0. 00 H 

6.318 1.00 0. 00 N 

7. 621 1. 00 0. 00 C 

8. 272 1. 00 0. 00 C 
7. 714 1. 00 0. 00 0 

7. 482 1. 00 0. 00 C 
6. 439 1. 00 0. 00 C 

6. 790 1. 00 0. 00 C 
5. 107 1. 00 0. 00 C 
5. 833 1. 00 0. 00 C 

4. 145 1. 00 0. 00 C 

4. 509 1. 00 0. 00 C 

5. 734 1. 00 0. 00 H 

8. 248 1. 00 0. 00 H 
8. 427 1. 00 0. 00 H 
7.214 1.00 0. 00 H 

7. 826 1. 00 0. 00 H 
4. 822 1. 00 0. 00 H 

6. 120 1. 00 0. 00 H 
3.111 1.00 0. 00 H 
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ATOM 


1025 


HZ 


PHE A 


72153. 462 


l. 684 


3. 759 


1 HA 

1. 00 


a nn ti 

0. 00 H 




ATOM 


1026 
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THR A 


73155. 696 


4. 680 
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1 r\ A 

l. 00 


A A A XT 

0. 00 N 




ATOM 


1027 


CA 


THR A 


73156. 517 


3. 720 
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l. 00 


A A A n 

0. 00 c 




ATOM 


1028 


C 


THR A 


73155. 799 


2. 383 


10. 319 


4 A A 

l. 00 


rv A A r\ 

0. 00 c 


5 


ATOM 


1029 


0 


THR A 


73154. 786 


2. 279 


11. 012 


l. 00 


0. 00 0 




ATOM 


1030 


CB 


THR A 


73156. 871 


4. 267 


11. 568 


l. 00 


0. 00 C 




ATOM 


1031 


0G1 


THR A 


73157. 291 


5. 617 


11. 483 


l. 00 


r\ a A A 

0. 00 0 




ATOM 


1032 


CG2 THR A 


73157. 970 


3. 486 


12. 256 


l. 00 


0. 00 c 




ATOM 


1033 


H 


THR A 


73154. 849 


4. 980 


9. 849 


l. 00 


0. 00 H 


10 


ATOM 


1034 


HA 


THR A 


73157. 428 


3. 57 1 


9. 622 


l. 00 


0. 00 H 




ATOM 


1035 


HB 


THR A 


73155. 992 


4. 223 


12. 195 


l. 00 


0. 00 H 




ATOM 


1036 


HG1 


THR A 


73157. 505 


5. 942 


12. 360 


l. 00 


0. 00 H 




ATOM 


1037 


1HG2 THR A 


73157. 585 


2. 53 1 


12. 580 


l. 00 


0. 00 H 




ATOM 


1038 


2HG2 THR A 


73158. 323 


4. 041 


13. 112 


l. 00 


0. 00 H 


15 


ATOM 


1039 


3HG2 


THR A 


73158. 786 


3. 330 


11. 567 


l. 00 


0. 00 H 




ATOM 


1040 


N 


CYS A 


74156. 329 


l. 361 


9. 655 


l. 00 


0. 00 N 




ATOM 


1041 


CA 


CYS A 


74155. 737 


0. 029 


9. 702 


l. 00 


0. 00 c 




ATOM 


1042 


C 


CYS A 


74156. 817 


-l. 040 


9. 840 


l. 00 


0. 00 C 




ATOM 


1043 


0 


CYS A 


74158. 004 


-0. 730 


9. 941 


l. 00 


0. 00 0 


20 


ATOM 


1044 


CB 


CYS A 


74154. 907 


-0. 228 


8. 444 


l. 00 


0. 00 C 




ATOM 


1045 


SG 


CYS A 


74153. 174 


0. 266 


8. 590 


l. 00 


0. 00 S 




ATOM 


1046 


H 


CYS A 


74157. 138 


l. 507 


9. 120 


l. 00 


0. 00 H 




ATOM 


1047 


HA 


CYS A 


74155. 091 


-0. 015 


10. 565 


l. 00 


0. 00 H 




ATOM 


1048 


1HB 


CYS A 


74155. 336 


0. 323 


7. 619 


l. 00 


A A A TT 

0. 00 H 


25 


ATOM 


1049 


2HB 


CYS A 


74154. 931 


-l. 283 


8. 216 


4 A A 

l. 00 


A A A TT 

0. 00 H 




ATOM 


1050 


HG 


CYS A 


74152. 822 


0. 378 


7. 704 


l. 00 


0. 00 H 




ATOM 


1051 


N 


ALA A 


75156. 395 


-2. 300 


9. 846 


l. 00 


0. 00 N 




ATOM 


1052 


CA 


ALA A 


75157.325 


-3. 416 


9. 972 


l. 00 


0. 00 C 




ATOM 


1053 


C 


ALA A 


75158. 145 


-3. 594 


8. 699 


l. 00 


0. 00 C 
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ATOM 


1054 


0 


ALA A 


75158. 032 


-2. 806 


7. 760 


1. 00 


r\ f\f\ r\ 

0. 00 0 




ATOM 


1055 


CB 


ALA A 


75156. 570 


-4. 697 


10. 298 


l. 00 


f\ Art r% 

0. 00 c 




ATOM 


1056 


H 


ALA A 


75155. 436 


-2. 485 


9. 762 


l. 00 


A A A TT 

0. 00 H 




ATOM 


1057 


HA 


ALA A 


75157. 993 


-3. 201 


10. 792 


l. 00 


A A A TT 

0. 00 H 


5 


ATOM 


1058 


1HB 


ALA A 


75157. 083 


-5. 539 


9. 858 


l. 00 


A A A TT 

0. 00 H 




ATOM 


1059 


2HB 


ALA A 


75155. 569 


-4. 637 


9. 898 


l. 00 


0. 00 H 




ATOM 


1060 


3HB 


ALA A 


75156. 524 


-4. 823 


11. 370 


l. 00 


0. 00 H 




ATOM 


1061 


N 


LEU A 


76158. 971 


-4. 635 


8. 674 


l. 00 


0. 00 N 




ATOM 


1062 


CA 


LEU A 


76159. 811 


-4. 917 


7. 515 


l. 00 


0. 00 c 


10 


ATOM 


1063 


C 


LEU A 


76159. 123 


-5. 895 


6. 570 


l. 00 


0. 00 c 




ATOM 


1064 


0 


LEU A 


76158. 480 


-6. 849 


7. 006 


l. 00 


0. 00 0 




ATOM 


1065 


CB 


LEU A 


76161. 160 


-5. 485 


7. 963 


l. 00 


0. 00 c 




ATOM 


1066 


CG 


LEU A 


76162. 133 


-4. 460 


8. 547 


l. 00 


0. 00 c 




ATOM 


1067 


CD1 


LEU A 


76162. 958 


-5. 082 


9. 663 


l. 00 


0. 00 c 


15 


ATOM 


1068 


CD 2 LEU A 


76163. 038 


-3. 905 


7. 458 


l. 00 


0. 00 c 




ATOM 


1069 


H 


LEU A 


76159. 017 


-5. 228 


9. 452 


l. 00 


0. 00 H 




ATOM 


1070 


HA 


LEU A 


76159. 978 


-3. 986 


6. 994 


l. 00 


0. 00 H 




ATOM 


1071 


1HB 


LEU A 


76160. 975 


-6. 244 


8. 710 


l. 00 


0. 00 H 




ATOM 


1072 


2HB 


LEU A 


76161. 631 


-5. 950 


7. Ill 


l. 00 


0. 00 H 


20 


ATOM 


1073 


HG 


LEU A 


76161. 571 


-3. 638 


8. 968 


l. 00 


0. 00 H 




ATOM 


1074 


1HD1 LEU A 


76163. 035 


-6. 147 


9. 503 


l. 00 


0. 00 H 




ATOM 


1075 


2HD1 LEU A 


76162. 480 


-4. 894 


10. 612 


l. 00 


0. 00 H 




ATOM 


1076 


3HD1 LEU A 


76163. 947 


-4. 647 


9. 665 


l. 00 


0. 00 H 




ATOM 


1077 


1HD2 LEU A 


76164. 015 


-3. 701 


7. 871 


l. 00 


0. 00 H 


25 


ATOM 


1078 


2HD2 LEU A 


76162. 614 


-2. 992 


7. 068 


l. 00 


0. 00 H 




ATOM 


1079 


3HD2 LEU A 


76163. 128 


-4. 628 


6. 661 


l. 00 


0. 00 H 




ATOM 


1080 


N 


LYS A 


77159. 263 


-5. 652 


5. 270 


l. 00 


0. 00 N 




ATOM 


1081 


CA 


LYS A 


77158. 655 


-6. 512 


4. 261 


l. 00 


0. 00 C 




ATOM 


1082 


C 


LYS A 


77157. 137 


-6. 531 


4. 405 


l. 00 


0. 00 C 
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ATOM 1083 0 LYS A 77156.502 -7.576 4.257 1.00 0.00 0 

ATOM 1084 CB LYS A 77159.210 -7.934 4.373 1.00 0. 00 C 

ATOM 1085 CG LYS A 77160.709 -8.021 4.143 1.00 0. 00 C 

ATOM 1086 CD LYS A 77161.055 -7.890 2.668 1.00 0. 00 C 

5 ATOM 1087 CE LYS A 77162.333 -7.091 2.465 1.00 0. 00 C 

ATOM 1088 NZ LYS A 77162.972 -7.390 1.154 1.00 0. 00 N 

ATOM 1089 H LYS A 77159.788 -4.875 4.983 1.00 0. 00 H 

ATOM 1090 HA LYS A 77158.908 -6.113 3.291 1.00 0. 00 H 

ATOM 1091 1HB LYS A 77158.996 -8.315 5.361 1.00 0. 00 H 

10 ATOM 1092 2HB LYS A 77158.718 -8.558 3.642 1.00 0. 00 H 

ATOM 1093 1HG LYS A 77161.195 -7.226 4.688 1.00 0. 00 H 

ATOM 1094 2HG LYS A 77161.064 -8.976 4.502 1.00 0. 00 H 

ATOM 1095 1HD LYS A 77161.189 -8.876 2.250 1.00 0. 00 H 

ATOM 1096 2HD LYS A 77160.243 -7.389 2.161 1.00 0. 00 H 

15 ATOM 1097 1HE LYS A 77162.095 -6.038 2.507 1.00 0. 00 H 

ATOM 1098 2HE LYS A 77163.024 -7.335 3.258 1.00 0. 00 H 

ATOM 1099 1HZ LYS A 77162.327 -7.144 0.376 1.00 0. 00 H 

ATOM 1100 2HZ LYS A 77163.202 -8.403 1.090 1.00 0. 00 H 

ATOM 1101 3HZ LYS A 77163.849 -6.841 1.050 1.00 0. 00 H 

20 ATOM 1102 N LYS A 78156. 560 -5. 370 4. 693 1. 00 0. 00 N 

ATOM 1103 CA LYS A 78155.116 -5.253 4.857 1.00 0. 00 C 

ATOM 1104 C LYS A 78154.630 -3.873 4.421 1.00 0. 00 C 

ATOM 1105 0 LYS A 78153.775 -3.271 5.071 1.00 0.00 0 

ATOM 1106 CB LYS A 78154.723 -5.509 6.313 1.00 0. 00 C 

25 ATOM 1107 CG LYS A 78155.187 -6.857 6.841 1.00 0. 00 C 

ATOM 1108 CD LYS A 78154.862 -7.020 8.316 1.00 0. 00 C 

ATOM 1109 CE LYS A 78153.595 -7.837 8.520 1.00 0. 00 C 

ATOM 1110 NZ LYS A 78152.784 -7.328 9.660 1.00 0. 00 N 

ATOM 1111 H LYS A 78157.120 -4.572 4.799 1.00 0. 00 H 
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655 





ATOM 


1112 


HA 


LYS A 


78154. 650 


-5. 999 




ATOM 


1113 


1HB 


LYS A 


78155. 154 


-4. 737 




ATOM 


1114 


2HB 


LYS A 


78153. 648 


-5. 465 




ATOM 


1115 


1HG 


LYS A 


78154. 694 


-7. 640 


5 


ATOM 


1116 


2HG 


LYS A 


78156. 256 


-6. 937 




ATOM 


1117 


1HD 


LYS A 


78155. 684 


-7. 521 




ATOM 


1118 


2HD 


LYS A 


78154. 723 


-6. 042 




ATOM 


1119 


1HE 


LYS A 


78153. 003 


-7. 789 




ATOM 


1120 


2HE 


LYS A 


78153. 872 


-8. 862 


10 


ATOM 


1121 


1HZ 


LYS A 


78152. 943 


-6. 307 




ATOM 


1122 


2HZ 


LYS A 


78153. 051 


-7. 818 




ATOM 


1123 


3HZ 


LYS A 


78151. 773 


-7. 491 




ATOM 


1124 


N 


ALA A 


79155. 181 


-3. 379 




ATOM 


1125 


CA 


ALA A 


79154. 803 


-2. 071 


15 


ATOM 


1126 


C 


ALA A 


79154. 667 


-2. 103 




ATOM 


1127 


0 


ALA A 


79155. 662 


-2. 180 




ATOM 


1128 


CB 


ALA A 


79155. 824 


-1. 022 




ATOM 


1129 


H 


ALA A 


79155. 857 


-3. 906 




ATOM 


1130 


HA 


ALA A 


79153. 850 


-1. 803 


20 


ATOM 


1131 


1HB 


ALA A 


79155. 952 


-1. 053 




ATOM 


1132 


2HB 


ALA A 


79155. 475 


-0. 043 




ATOM 


1133 


3HB 


ALA A 


79156. 768 


-1. 228 




ATOM 


1134 


N 


LEU A 


80153. 429 


-2. 045 




ATOM 


1135 


CA 


LEU A 


80153. 162 


-2. 068 


25 


ATOM 


1136 


C 


LEU A 


80152. 294 


-0. 883 




ATOM 


1137 


0 


LEU A 


80151. 115 


-0. 813 




ATOM 


1138 


CB 


LEU A 


80152. 475 


-3. 378 




ATOM 


1139 


CG 


LEU A 


80152. 077 


-3. 487 




ATOM 


1140 


CD1 


LEU A 


80153. 312 


-3. 525 
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4. 230 1. 00 0. 00 H 

6. 932 1. 00 0. 00 H 

6. 397 1. 00 0. 00 H 

6. 284 1. 00 0. 00 H 

6. 706 1. 00 0. 00 H 
8. 803 1. 00 0. 00 H 

8. 754 1. 00 0. 00 H 

7. 619 1. 00 0. 00 H 

8. 715 1. 00 0. 00 H 

9. 784 1. 00 0. 00 H 
10. 537 1. 00 0. 00 H 

9. 480 1. 00 0. 00 H 
3. 318 1. 00 0. 00 N 

2. 796 1. 00 0. 00 C 

1. 279 1. 00 0. 00 C 
0. 557 1. 00 0. 00 0 

3. 215 1. 00 0. 00 C 

2. 844 1. 00 0. 00 H 

3. 228 1. 00 0. 00 H ■ 

4. 287 1. 00 0. 00 H 
2. 921 1. 00 0. 00 H 
2. 733 1. 00 0. 00 H 
0. 799 1. 00 0. 00 N 

-0. 635 1. 00 0. 00 C 

-1. 044 1. 00 0. 00 C 

-0. 696 1. 00 0. 00 0 

-1. 024 1. 00 0. 00 C 

-2. 498 1. 00 0. 00 C 

-3. 383 1. 00 0. 00 C 
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ATOM 


1141 


CD 2 LEU A 


80151. 216 


-4. 721 




ATOM 


1142 


H LEU A 


80152. 678 


-1. 984 




ATOM 


1143 


HA LEU A 


80154. 108 


-2. 001 




ATOM 


1144 


1HB LEU A 


80153. 144 


-4. 194 


5 


ATOM 


1145 


2HB LEU A 


80151. 583 


-3. 485 




ATOM 


1146 


HG LEU A 


80151. 496 


-2. 618 




ATOM 


1147 


1HD1 LEU A 


80154. 114 


-2. 982 




ATOM 


1148 


2HD1 LEU A 


80153. 086 


-3. 068 




ATOM 


1149 


3HD1 LEU A 


80153. 613 


-4. 550 


10 


ATOM 


1150 


1HD2 LEU A 


80151. 834 


-5. 604 




ATOM 


1151 


2HD2 LEU A 


80150. 752 


-4. 660 




ATOM 


1152 


3HD2 LEU A 


80150. 452 


-4. 773 




ATOM 


1153 


N PHE A 


81152. 886 


0. 049 




ATOM 


1154 


CA PHE A 


81152. 167 


1. 232 


15 


ATOM 


1155 


C PHE A 


81151. 408 


0. 942 




ATOM 


1156 


0 PHE A 


81151. 925 


0. 285 




ATOM 


1157 


CB PHE A 


81153. 139 


2. 393 




ATOM 


1158 


CG PHE A 


81153. 718 


2. 937 




ATOM 


1159 


CD1 PHE A 


81154. 880 


2. 404 


20 


ATOM 


1160 


CD2 PHE A 


81153. 100 


3. 984 




ATOM 


1161 


CE1 PHE A 


81155. 415 


2. 903 




ATOM 


1162 


CE2 PHE A 


81153. 630 


4. 488 




ATOM 


1163 


CZ PHE A 


81154. 790 


3. 946 




ATOM 


1164 


H PHE A 


81153. 828 


-0. 063 


25 


ATOM 


1165 


HA PHE A 


81151. 458 


1. 506 




ATOM 


1166 


1HB PHE A 


81153. 957 


2. 058 




ATOM 


1167 


2HB PHE A 


81152. 621 


3. 198 




ATOM 


1168 


HD1 PHE A 


81155. 371 


1. 588 




ATOM 


1169 


HD2 PHE A 


81152. 193 


4. 409 
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2. 725 1. 00 0. 00 C 

1. 424 1. 00 0. 00 H 

1.149 1.00 0. 00 H 

0. 792 1. 00 0. 00 H 

•0. 425 1. 00 0. 00 H 

2.771 1.00 0. 00 H 

•2. 904 1. 00 0. 00 H 

•4. 335 1. 00 0. 00 H 

•3. 536 1. 00 0. 00 H 

-2. 676 1. 00 0. 00 H 

■3. 698 1. 00 0. 00 H 

-1. 964 1. 00 0. 00 H 

-1. 786 1. 00 0. 00 N 

-2. 243 1. 00 0. 00 C 

-3. 534 1. 00 0. 00 C 

-4. 437 1. 00 0. 00 0 

-2.461 1.00 0.00 C 

-1. 186 1. 00 0. 00 C 

-0. 654 1. 00 0. 00 C 

-0. 521 1. 00 0. 00 C 

0. 518 1. 00 0. 00 C 

0. 653 1. 00 0. 00 C 

1. 172 1.00 0.00 C 
-2.032 1.00 O.OOH 
-1. 477 1. 00 0. 00 H 
-3. 080 1. 00 0. 00 H 
-2. 962 1. 00 0. 00 H 
-1. 165 1. 00 0. 00 H 
-0. 926 1. 00 0. 00 H 
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ATOM 


1170 


HE1 


PHE A 


81156. 321 


2. 477 




ATOM 


1171 


HE2 PHE A 


81153. 139 


5. 304 




ATOM 


1172 


aL 


PHP A 


81155. 206 


4. 337 




ATOM 


1173 


N 


VAL A 


82150. 176 


1. 437 


5 


ATOM 


1174 


CA 


VAL A 


82149. 347 


1. 232 




ATOM 


1175 


C 


VAL A 


82148. 458 


2. 442 




ATOM 


1176 


0 


VAL A 


82148. 317 


3. 319 




ATOM 


1177 


CB 


VAL A 


82148. 459 


-0. 019 




ATOM 


1178 


CGI VAL A 


82149. 301 


-1. 283 


10 


ATOM 


1179 


CG2 VAL A 


82147. 677 


0. 030 




ATOM 


1180 


H 


VAL A 


82149. 818 


1. 954 




ATOM 


1181 


HA 


VAL A 


82150. 001 


1. 086 




ATOM 


1182 


HB 


VAL A 


82147. 754 


-0. 032 




ATOM 


1183 


1HG1 


VAL A 


82149. 619 


-1. 442 


15 


ATOM 


1184 


2HG1 


VAL A 


82148. 713 


-2. 128 




ATOM 


1185 


3HG1 


VAL A 


82150. 168 


-1. 179 




ATOM 


1186 


1HG2 VAL A 


82148. 342 


-0. 166 




ATOM 


1187 


2HG2 VAL A 


82146. 896 


-0. 717 




ATOM 


1188 


3HG2 VAL A 


82147. 235 


1. 008 


20 


ATOM 


1189 


N 


LYS A 


83147. 860 


2. 481 




ATOM 


1190 


CA 


LYS A 


83146. 984 


3. 584 




ATOM 


1191 


C 


LYS A 


83145. 701 


3. 570 




ATOM 


1192 


0 


LYS A 


83144. 952 


2. 594 




ATOM 


1193 


CB 


LYS A 


83146. 650 


3. 507 


25 


ATOM 


1194 


CG 


LYS A 


83147. 877 


3. 518 




ATOM 


1195 


CD 


LYS A 


83147. 699 


2. 598 




ATOM 


1196 


CE 


LYS A 


83148. 182 


3. 252 




ATOM 


1197 


NZ 


LYS A 


83149. 098 


2. 362 




ATOM 


1198 


H 


LYS A 


83148. Oil 


1. 751 
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0. 923 1. 00 0. 00 H 

1. 161 1. 00 0. 00 H 

2. 088 1. 00 0. 00 H 
3.615 1.00 0. 00 N 
•4. 795 1. 00 0. 00 C 
-5. 060 1. 00 0. 00 C 
•4. 209 1. 00 0. 00 0 
-4. 649 1. 00 0. 00 C 
-4. 728 1. 00 0. 00 C 
-3. 346 1. 00 0. 00 C 
-2. 863 1. 00 0. 00 H 
-5. 642 1. 00 0. 00 H 
-5. 468 1. 00 0. 00 H 
-5. 747 1. 00 0. 00 H 
-4. 398 1. 00 0. 00 H 
-4. 092 1. 00 0. 00 H 
-2.518 1.00 0. 00 H 
-3. 366 1. 00 0. 00 H 
-3. 228 1. 00 0. 00 H 
-6. 246 1. 00 0. 00 N 
-6. 625 1. 00 0. 00 C 
-5. 803 1. 00 0. 00 C 
-5. 815 1. 00 0. 00 0 
-8. 115 1. 00 0.00 C 
-9. 012 1. 00 0.00 C 
10. 210 1.00 0.00 C 
11.495 1.00 0.00 C 
12. 260 1. 00 0. 00 N 
-6. 882 1. 00 0. 00 H 
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ATOM 


1199 


HA 


LYS A 


83147. 509 


4. 506 




ATOM 


1200 


1HB 


LYS A 


83146. 101 


2. 596 




ATOM 


1201 


2HB 


LYS A 


83146. 031 


4. 351 




ATOM 


1202 


1HG 


LYS A 


83148. 044 


4. 525 


5 


ATOM 


1203 


2HG 


LYS A 


83148. 733 


3. 188 




ATOM 


1204 


1HD 


LYS A 


83148. 264 


1. 694 




ATOM 


1205 


2HD 


LYS A 


83146. 651 


2. 357 




ATOM 


1206 


1HE 


LYS A 


83147. 325 


3. 484 




ATOM 


1207 


2HE 


LYS A 


83148. 704 


4. 165 


10 


ATOM 


1208 


1HZ 


LYS A 


83148. 594 


1. 502 




ATOM 


1209 


2HZ 


LYS A 


83149. 906 


2.086 




ATOM 


1210 


3HZ 


LYS A 


83149. 455 


2.855 




ATOM 


1211 


N 


LEU A 


84145. 454 


4. 663 




ATOM 


1212 


CA 


LEU A 


84144. 263 


4. 786 


15 


ATOM 


1213 


C 


LEU A 


84142. 997 


4. 654 




ATOM 


1214 


0 


LEU A 


84141. 964- 


4. 191 




ATOM 


1215 


CB 


LEU A 


84144. 267 


6. 130 




ATOM 


1216 


CG 


LEU A 


84143. 022 


6.415 




ATOM 


1217 


CD1 


LEU A 


84143. 083 


5. 655 


20 


ATOM 


1218 


CD2 


LEU A 


84142. 881 


7. 909 




ATOM 


1219 


H 


LEU A 


84146. 091 


5. 408 




ATOM 


1220 


HA 


LEU A 


84144. 283 


3. 990 




ATOM 


1221 


1HB 


LEU A 


84145. 131 


6. 159 




ATOM 


1222 


2HB 


LEU A 


84144. 364 


6. 913 


25 


ATOM 


1223 


HG 


LEU A 


84142. 147 


6. 081 




ATOM 


1224 


1HD1 LEU A 


84142. 280 


5. 984 




ATOM 


1225 


2HD1 


LEU A 


84144. 030 


5. 843 




ATOM 


1226 


3HD1 


LEU A 


84142. 980 


4.597 




ATOM 


1227 


1HD2 LEU A 


84141. 983 


8. 094 



PCT/JP2003/010288 

-6. 432 1. 00 0. 00 H 

-8. 302 1. 00 0. 00 H 

-8. 378 1. 00 0. 00 H 

-9. 365 1. 00 0. 00 H 

-8. 440 1. 00 0. 00 H 

10. 044 1. 00 0. 00 H 

10. 311 1. 00 0. 00 H 
12.111 1.00 0. 00 H 
11.247 1.00 0. 00 H 

12. 560 1. 00 0. 00 H 

11. 667 1. 00 0. 00 H 

13. 104 1. 00 0. 00 H 
-5. 090 1. 00 0. 00 N 
-4. 260 1. 00 0. 00 C 
-5. 102 1. 00 0. 00 C 
-4. 618 1. 00 0. 00 0 
-3. 530 1. 00 0. 00 C 
-2. 687 1. 00 0. 00 C 
-1. 372 1. 00 0.00 C 
-2. 436 1. 00 0. 00 C 
-5. 124 1. 00 0.00 H 
-3.531 1.00 0. 00 H 
-2. 881 1. 00 0. 00 H 
-4. 265 1. 00 0. 00 H 
-3. 226 1. 00 0. 00 H 
-0. 729 1. 00 0. 00 H 
-0. 889 1. 00 0. 00 H 
-1. 562 1. 00 0. 00 H 
-1.866 1.00 0. 00 H 
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8. 429 -3. 380 1. 00 0. 00 H 

8. 263 -1. 883 1. 00 0. 00 H 

5. 064 -6. 363 1. 00 0. 00 N 

4. 991 -7. 271 1. 00 0. 00 C 
3. 543 -7. 511 1. 00 0. 00 C 

3. 259 -7. 790 1. 00 0. 00 0 

5. 663 -8. 603 1. 00 0. 00 C 
5. 147 -9. 232 1. 00 0. 00 C 
5. 556 -10. 693 1. 00 0. 00 C 

4. 854 -11. 383 1. 00 0. 00 C 
5.720 -11.459 1.00 0.00 N 

5. 424 -6. 691 1. 00 0. 00 H 
5.519 -6.814 1.00 0. 00 H 

5. 492 -9. 298 1. 00 0. 00 H 

6. 725 -8. 441 1. 00 0. 00 H 
5. 552 -8. 692 1. 00 0. 00 H 

4. 069 -9. 168 1. 00 0. 00 H 

5. 298 -11. 199 1. 00 0. 00 H 

6. 625 -10. 746 1. 00 0. 00 H 

3. 960 -10. 830 1. 00 0. 00 H 

4. 587 -12. 385 1. 00 0. 00 H 
6. 705 -11. 648 1. 00 0. 00 H 

5. 395 -12. 222 1. 00 0. 00 H 
5. 684 -10. 560 1. 00 0. 00 H 
2. 629 -7. 401 1. 00 0. 00 N 
1. 211 -7. 606 1. 00 0. 00 C 
0. 464 -6. 276 1. 00 0. 00 C 

-0. 710 -6. 208 1. 00 0. 00 0 
0. 600 -8. 535 1. 00 0. 00 C 





ATOM 


1228 


2HD2 


LEU A 


84142. 822 




ATOM 


1229 


3HD2 


LEU A 


84143. 738 




ATOM 


1230 


N 


LYS A 


85143. 085 




ATOM 


1231 


CA 


LYS A 


85141. 947 


5 


ATOM 


1232 


C 


LYS A 


85141. 531 




ATOM 


1233 


0 


LYS A 


85140. 366 




ATOM 


1234 


CB 


LYS A 


85142. 288 




ATOM 


1235 


CG 


LYS A 


85143. 572 




ATOM 


1236 


CD 


LYS A 


85143. 681 


10 


ATOM 


1237 


CE 


LYS A 


85144. 838 




ATOM 


1238 


NZ 


LYS A 


85146. 048 




ATOM 


1239 


H 


LYS A 


85143. 936 




ATOM 


1240 


HA 


LYS A 


85141. 123 




ATOM 


1241 


1HB 


LYS A 


85141. 479 


15 


ATOM 


1242 


2HB 


LYS A 


85142. 394 




ATOM 


1243 


1HG 


LYS A 


85144. 414 




ATOM 


1244 


2HG 


LYS A 


85143. 585 




ATOM 


1245 


1HD 


LYS A 


85142. 763 




ATOM 


1246 


2HD 


LYS A 


85143. 834 


20 


ATOM 


1247 


1HE 


LYS A 


85145. 082 




ATOM 


1248 


2HE 


LYS A 


85144. 534 




ATOM 


1249 


1HZ 


LYS A 


85145. 772 




ATOM 


1250 


2HZ 


LYS A 


85146. 673 




ATOM 


1251 


3HZ 


LYS A 


85146. 569 


25 


ATOM 


1252 


N 


SER A 


86142. 491 




ATOM 


1253 


CA 


SER A 


86142. 223 




ATOM 


1254 


C 


SER A 


86142. 207 




ATOM 


1255 


0 


SER A 


86142. 569 




ATOM 


1256 


CB 


SER A 


86143. 274 
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VV 660 





ATOM 


1257 


OG 


SER A 


86143. 390 


1. 346 




ATOM 


1258 


H 


SER A 


86143. 402 


2. 916 




ATOM 


1259 


HA 


SER A 


86141. 251 


1. 121 




ATOM 


1260 


1HB 


SER A 


86144. 232 


0. 594 


5 


ATOM 


1261 : 


MB 


SER A 


86142. 988 


-0. 412 




ATOM 


1262 


HG 


SER A 


86143. 240 


0. 769 ■ 




ATOM 


1263 


N 


CYS A 


87141. 785 


1. 153 




ATOM 


1264 


CA 


CYS A 


87141. 722 


0. 555 




ATOM 


1265 


C 


CYS A 


87140. 276 


0. 316 


10 


ATOM 


1266 


0 


CYS A 


87139. 400 


1. 145 




ATOM 


1267 


CB 


CYS A 


87142. 421 


1. 455 




ATOM 


1268 


SG 


CYS A 


87144. 221 


1. 289 




ATOM 


1269 


H 


CYS A 


87141. 509 


2. 086 




ATOM 


1270 


HA 


CYS A 


87142. 235 


-0. 395 


15 


ATOM 


1271 


1HB 


CYS A 


87142. 190 


2. 486 




ATOM 


1272 


2HB 


CYS A 


87142. 056 


1. 217 




ATOM 


1273 


HG 


CYS A 


87144. 431 


0. 366 




ATOM 


1274 


N 


ARG A 


88140. 033 


-0. 824 




ATOM 


1275 


CA 


ARG A 


88138. 693 


-1. 175 


20 


ATOM 


1276 


C 


ARG A 


88138. 606 


-1. Ill 




ATOM 


1277 


0 


ARG A 


88139. 568 


-1. 430 




ATOM 


1278 


CB 


ARG A 


88138. 315 


-2. 576 




ATOM 


1279 


CG 


ARG A 


88137. 224 


-2. 575 




ATOM 


1280 


CD 


ARG A 


88136. 190 


-3. 658 


25 


ATOM 


1281 


NE 


ARG A 


88135. 005 


-3. 499 




ATOM 


1282 


CZ 


ARG A 


88134. 945 


-3. 874 




ATOM 


1283 


NH1 ARG A 


88135. 999 


-4. 428 




ATOM 


1284 


NH2 ARG A 


88133. 828 


-3. 694 




ATOM 


1285 


H 


ARG A 


88140. 773 


-1. 445 
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-9. 734 1. 00 0. 00 0 

-7. 178 1. 00 0. 00 H 

-8. 067 1. 00 0. 00 H 

-8. 036 1. 00 0. 00 H 

-8. 780 1. 00 0. 00 H 

10. 486 1. 00 0. 00 H 

-5. 221 1. 00 0. 00 N 

-3. 893 1. 00 0. 00 C 

-3.471 1.00 0.00 C 

-3. 719 1. 00 0. 00 0 

-2. 872 1. 00 0. 00 C 

-2. 851 1. 00 0.00 S 

-5. 339 1. 00 0. 00 H 

-3. 932 1. 00 0. 00 H 

-3. 095 1. 00 0. 00 H 

-1. 884 1. 00 0. 00 H 

-2. 690 1. 00 0. 00 H 

-2. 832 1. 00 0. 00 N 

-2. 374 1. 00 0. 00 C 

-0. 850 1. 00 0. 00 C - 

-0. 152 1. 00 0. 00 0 

-2. 865 1. 00 0. 00 C 

-3. 923 1. 00 0. 00 C 

-3. 660 1. 00 0. 00 C 

-4. 500 1. 00 0. 00 N 

-5. 776 1. 00 0. 00 C 

-6. 363 1. 00 0. 00 N 

-6. 467 1. 00 0. 00 N 

-2. 663 1. 00 0. 00 H 
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2. 793 1. 00 0. 00 H 

3. 284 1. 00 0. 00 H 
2. 024 1. 00 0. 00 H 
3.919 1.00 0. 00 H 
•4. 890 1. 00 0. 00 H 
•3. 862 1. 00 0. 00 H 
•2. 622 1. 00 0. 00 H 
-4. 092 1. 00 0. 00 H 
-5. 847 1. 00 0. 00 H 
-7. 321 1. 00 0. 00 H 
-6. 031 1. 00 0. 00 H 
-7. 426 1. 00 0. 00 H 
-0. 311 1. 00 0. 00 N 

1. 132 1. 00 0. 00 C 

1.779 1.00 0.00 C 

1. 629 1. 00 0. 00 0 

1. 252 1. 00 0. 00 C 

-0. 007 1. 00 0. 00 C 

-1. 068 1. 00 0. 00 C 

1. 616 1. 00 0. 00 H 

2. 113 1. 00 0. 00 H 
1.355 1.00 0.00 H 
0. 131 1.00 0. 00 H 

-0. 280 1. 00 0. 00 H 

-1. 662 1. 00 0. 00 H 

-1. 694 1. 00 0. 00 H 

2. 500 1. 00 0. 00 N 

3. 170 1. 00 0. 00 C 

4. 284 1. 00 0. 00 C 
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5. 127 1. 00 0. 00 0 

3. 744 1. 00 0. 00 C 

3. 787 1. 00 0. 00 C 

3. 077 1. 00 0. 00 0 

4. 530 1. 00 0. 00 0 
2. 582 1. 00 0. 00 H 

2. 438 1. 00 0. 00 H 

3. 130 1. 00 0. 00 H 

4. 749 1. 00 0. 00 H 

4. 280 1. 00 0. 00 N 

5. 290 1. 00 0. 00 C 

6. 245 1. 00 0. 00 C 
6. 769 1. 00 0. 00 0 

4. 625 1. 00 0. 00 C 
5.413 1. 00 0. 00 0 
3. 582 1. 00 0. 00 H 

5. 853 1. 00 0. 00 H 

3. 660 1. 00 0. 00 H 

4. 497 1. 00 0. 00 H 

5. 235 1. 00 0. 00 H 

6. 465 1. 00 0. 00 N 

7. 357 1. 00 0. 00 C 

8. 800 1. 00 0. 00 C 

9. 589 1. 00 0. 00 0 
7. 249 1. 00 0. 00 C 

5. 988 1. 00 0. 00 C 

6. 192 1. 00 0. 00 C 

7. 006 1. 00 0. 00 N 
7. 047 1. 00 0. 00 C 



WO 2004/016781 

663 





ATOM 


1344 


NH1 


ARG A 


92141. 626 


-11. 438 




ATOM 


1345 


NH2 ARG A 


92140. 217 


-12. 465 




ATOM 


1346 


U 


APP A 

AKu A 


92137. 132 


-5. 717 




ATOM 


1347 


TT A 
HA 


APP A 

AKu A 


92136. 242 


-8. 197 


5 


ATOM 


1348 


1 UD 


ADP A 

AKG A 


92138. 829 


-6. 676 




ATOM 


1349 


OTTD 


ADP A 

AJKG A 


92138. 593 


-8. 201 




ATOM 


1350 


1 UP 

ln(j 


ADP A 

AKG A 


92137. 868 


-9. 032 




ATOM 


1351 


O TIP 

2HG 


ADP A 

ARG A 


92138. 841 


-7. 658 




ATOM 


1352 


1 TTT\ 

1HD 


A "DP A 

ARG A 


92140. 314 


-9. 494 


10 


ATOM 


1353 


2HD 


A TIP A 

ARG A 


92140. 676 


-8. 569 




ATOM 


1354 


TTT* 

HE 


a n r» a 

ARG A 


92138. 881 


-10. 392 




ATOM 


1355 


1 TTTT 1 

IHHl 


* Tip A 

ARG A 


92141. 854 


-10. 657 




ATOM 


1356 


O TTTT 1 

2HH1 


ARG A 


92142. 235 


-12. 231 




ATOM 


1357 


1HH2 


ARG A 


92139. 380 


-12. 460 


15 


ATOM 


1358 


2HH2 


ARG A 


92140. 831 


-13. 254 




ATOM 


1359 


XT 

N 


TiTTT** A 

PHE A 


93136. 471 


-5. 710 




ATOM 


1360 


CA 


PHE A 


93136. 145 


-5. 267 




ATOM 


1361 


c 


TlTTT* A 

PHE A 


93135. 088 


-4. 167 




ATOM 


1362 


0 


TjIIT? A 

PHE A 


93135. 035 


-3. 324 


20 


ATOM 


1363 


pt> 

CB 


tiTTT? A 

PHE A 


93137. 403 


-4. 764 




ATOM 


1364 


en 


nun a 

rnh, A 


93138. 417 


-5. 841 




ATOM 


1365 


CT\ 1 

Li) 1 


rnb A 


93138. 403 


-6. 550 




ATOM 


1366 




DUD A 

rnil A 


93139. 383 


-6. 145 




ATOM 


1367 


CE1 


PHE A 


93139. 336 


-7. 542 


25 


ATOM 


1368 


CE2 


PHE A 


93140. 317 
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6. 323 1. 00 0. 00 N 

7. 815 1. 00 0. 00 N 
6.018 1.00 0. 00 H 
7. 048 1. 00 0. 00 H 

7. 260 1. 00 0. 00 H 

8. 102 1. 00 0. 00 H 
5.718 . 1.00 0. 00 H 
5.191 1.00 0. 00 H 

5. 227 1. 00 0. 00 H 

6. 684 1. 00 0. 00 H 

7. 551 1. 00 0. 00 H 
5. 742 1. 00 0. 00 H 
6.359 1.00 0. 00 H 

8. 362 1. 00 0. 00 H 

7. 846 1. 00 0. 00 H 

9. 141 1. 00 0. 00 N 
10.491 1. 00 0. 00 C 
10.466 1.00 0.00 C 
11. 363 1. 00 0. 00 0 
11. 203 1. 00 0. 00 C 

11. 463 1. 00 0. 00 C 

12. 655 1. 00 0. 00 C 
10.518 1.00 0. 00 C 
12. 897 1. 00 0. 00 C 

10. 755 1. 00 0. 00 C 
11.947 1.00 0.00 C 

8. 469 1. 00 0. 00 H 
11.033 1.00 0. 00 H 
10.594 1.00 0. 00 H 
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ATOM 


1374 


HD1 


PHE A 


93137. 654 


-6. 322 
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94131. 841 


-3. 752 
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94131. 381 


-4. 748 
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94133. 139 


-2. 667 
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94134. 339 


-4. 875 
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-2. 860 


15 
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-1. 603 
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94132. 346 


-3. 169 




ATOM 
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SER A 


95131. 210 


-3. 113 
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CA 


SER A 


95129. 909 


-3. 557 
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-2. 722 


20 
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1392 
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SER A 
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-1. 500 




ATOM 
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CB 
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-3. 471 




ATOM 
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96127. 865 


-3. 390 




ATOM 


1401 


CA 


LEU A 


96126. 741 


-2. 709 
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12. 153 1. 00 0. 00 H 

13. 398 1. 00 0. 00 H 
9. 587 1. 00 0. 00 H 

13. 830 1. 00 0. 00 H 

10. 010 1. 00 0. 00 H 

12. 134 1. 00 0. 00 H 

9. 436 1. 00 0. 00 N 

9. 298 1. 00 0. 00 C 

9. 711 1. 00 0. 00 C 

9. 154 1. 00 0. 00 0 

7. 869 1. 00 0. 00 C 

8. 752 1. 00 0. 00 H 

9. 946 1. 00 0. 00 H 
7. 379 1. 00 0. 00 H 
7. 877 1. 00 0. 00 H 
7. 335 1. 00 0. 00 H 

10. 691 1. 00 0. 00 N 

11. 178 1. 00 0. 00 C 

10. 569 1. 00 0. 00 C 
10. 719 1. 00 0. 00 0 

12. 704 1. 00 0. 00 C 

13. 162 1.00 0.00 0 
11.096 1.00 0. 00 H 
10. 879 1. 00 0.00 H 
13.033 1.00 0.00 H 
13. 129 1. 00 0. 00 H 
13. 777 1. 00 0. 00 H 

9. 882 1. 00 0. 00 N 

9. 251 1.00 0.00 C 
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1402 C LEU A 96125.532 -2.677 10.181 1.00 0. 00 C 

1403 0 LEU A 96124.737 -1.737 10.150 1.00 0.00 0 

1404 CB LEU A 96126.371 -3.401 7.938 1.00 0. 00 C 

1405 CG LEU A 96125.417 -2.614 7.038 1.00 0. 00 C 

1406 CD 1 LEU A 96125.715 -2.891 5.572 1.00 0. 00 C 

1407 CD2 LEU A 96123.972 -2.958 7.364 1.00 0. 00 C 

1408 H LEU A 96127.944 -4.363 9.798 1.00 0. 00 H 

1409 HA LEU A 96127.044 -1.695 9.040 1.00 0. 00 H 

1410 1HB LEU A 96127.280 -3.590 7.387 1.00 0. 00 H 

1411 2HB LEU A 96125.908 -4.349 8.173 1.00 0. 00 H 

1412 HG LEU A 96125.558 -1.557 7.212 1.00 0. 00 H 

1413 1HD1 LEU A 96125.101 -3.710 5.230 1.00 0. 00 H 

1414 2HD1 LEU A 96126.757 -3.151 5.460 1.00 0. 00 H 

1415 3HD1 LEU A 96125.498 -2.009 4.987 1.00 0. 00 H 

1416 1HD2 LEU A 96123.911 -3.334 8.374 1.00 0. 00 H 

1417 2HD2 LEU A 96123.617 -3.712 6.678 1.00 0. 00 H 

1418 3HD2 LEU A 96123.361 -2.072 7.272 1.00 0. 00 H 

1419 N GLN A 97125.400 -3.710 11.007 1.00 0. 00 N 

1420 CA GLN A 97124.288 -3.800 11.946 1.00 0. 00 C 

1421 C GLN A 97124.353 -2.675 12.977 1.00 0. 00 C 

1422 0 GLN A 97125.436 -2.211 13.334 1.00 0.00 0 

1423 CB GLN A 97124.298 -5.156 12.652 1.00 0. 00 C 

1424 CG GLN A 97123.726 -6.285 11.811 1.00 0. 00 C 

1425 CD GLN A 97124.413 -7.612 12.070 1.00 0. 00 C 

1426 0E1 GLN A 97123.776 -8.584 12.477 1.00 0.00 0 

1427 NE2 GLN A 97125.719 -7.657 11.836 1.00 0. 00 N 

1428 H GLN A 97126.066 -4.429 10.985 1.00 0. 00 H 

1429 HA GLN A 97123.371 -3.703 11.384 1.00 0. 00 H 

1430 1HB GLN A 97125.316 -5.409 12.909 1.00 0. 00 H 
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1455 


OG 


SER A 


99127. 645 


1 O A f\ 

-1. 643 


1 rt n A Ci 

17. 748 


1 A A 

1. 00 


A A A A 

0. 00 0 




ATOM 


1456 


H 


SER A 


99124. 551 


0. 495 


15.760 


1. 00 


0. 00 H 




ATOM 


1457 


HA 


SER A 


99125. 205 


-1. 378 


17. 903 


1. 00 


0. 00 H 




ATOM 


1458 


lHB 


SER A 


99126. 986 


-1. 125 


15. 888 


1. 00 


0. 00 H 




ATOM 


1459 


2HB 


SER A 


99127. 501 


0. 214 


16. 914 


1. 00 


0.00 H 
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ATOM 


1460 


Tin 

HG 


SER A 


A A 1 n ry -tin 

99127. 146 


-2. 461 




A TAM 

ATOM 


1461 


XT 

N 


GLY A 


100 1 25. 276 


0. 488 




A TAHf 

ATOM 


1462 


CA 


/"IT XT A 

GLY A 


100125. 177 


1. 590 




A T» AM 

ATOM 


•i Ana 

1463 


C 


GLY A 


100126. 449 


1. 782 


5 


ATOM 


1464 


0 


GLY A 


100127. 322 


0. 915 




ATOM 


1465 


H 


GLY A 


100125. 223 


-0. 435 




ATOM 


1466 


1HA 


GLY A 


100124. 971 


2. 498 




ATOM 


1467 


2HA 


GLY A 


100124. 359 


1. 397 




ATOM 


1468 


N 


PRO A 


101126. 583 


2. 919 


10 


ATOM 


1469 


CA 


PRO A 


101127. 768 


3. 210 




ATOM 


1470 


C 


PRO A 


101128. 098 


2. 079 




ATOM 


1471 


0 


PRO A 


101129. 261 


1.853 




ATOM 


1472 


CB 


PRO A 


101127. 372 


4. 472 




ATOM 


1473 


CG 


PRO A 


101126. 339 


5. 126 


15 


ATOM 


1474 


CD 


PRO A 


101125. 590 


4. 010 




ATOM 


1475 


HA 


PRO A 


101128. 630 


3. 417 




ATOM 


1476 


1HB 


PRO A 


101126. 974 


4. 199 




ATOM 


1477 


2HB 


PRO A 


101128. 237 


5. 107 




ATOM 


1478 


1HG 


PRO A 


101125. 670 


5. 708 


20 


ATOM 


1479 


2HG 


PRO A 


101126. 814 


5. 756 




ATOM 


1480 


1HD 


PRO A 


101124. 733 


3. 720 




ATOM 


1481 


2HD 


PRO A 


101125. 285 


4. 304 




ATOM 


1482 


N 


SER A 


102127. 066 


1. 370 




ATOM 


1483 


CA 


SER A 


102127. 246 


0. 261 


25 


ATOM 


1484 


C 


SER A 


102127. 156 


-1. 077 




ATOM 


1485 


0 


SER A 


102126. 907 


-1. 127 




ATOM 


1486 


CB 


SER A 


102126. 198 


0.324 




ATOM 


1487 


OG 


SER A 


102126. 340 


-0.761 




ATOM 


1488 


H 


SER A 


102126. 162 


1. 598 
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17. 795 1. 00 0. 00 H 

19. 534 1. 00 0. 00 N 

20. 473 1. 00 0. 00 C 

21. 279 1. 00 0. 00 C 
21. 279 1. 00 0. 00 0 
19. 857 1. 00 0. 00 H 
19. 926 1. 00 0. 00 H 
21. 152 1. 00 0. 00 H 

21. 983 1. 00 0. 00 N 

22. 797 1. 00 0. 00 C 
23.763 1. 00 0. 00 C 
24. 098 1. 00 0. 00 0 

23. 565 1. 00 0. 00 C 
22.714 1. 00 0. 00 C 
22.041 1. 00 0. 00 C 

22. 178 1. 00 0. 00 H 

24. 531 1. 00 0. 00 H 

23. 691 1. 00 0. 00 H 
23.331 1.00 0. 00 H 
21.977 1.00 0. 00 H 

22. 631 1. 00 0. 00 H 
21.048 1. 00 0. 00 H 
24.210 1. 00 0. 00 N 

25. 141 1. 00 0. 00 C 
24.416 1. 00 0. 00 C 
23.210 1. 00 0. 00 0 

26. 252 1. 00 0. 00 C 
27. 151 1. 00 0. 00 0 

23. 908 1. 00 0. 00 H 



WO 2004/016781 

668 





ATOM 


1489 


HA 


SER A 


102128. 230 


0. 353 




ATOM 


1490 


1HB 


SER A 


102126. 313 


1. 247 




ATOM 


1491 


2HB 


SER A 


102125. 211 


0. 286 




ATOM 


1492 


HG 


SER A 


102125. 972 


-0. 521 


5 


ATOM 


1493 


N 


SER A 


103127. 358 


-2. 162 




ATOM 


1494 


CA 


SER A 


103127. 298 


-3. 502 




ATOM 


1495 


C 


SER A 


103127. 003 


-4. 541 




ATOM 


1496 


0 


SER A 


103127. 271 


-4. 320 




ATOM 


1497 


CB 


SER A 


103128. 615 


-3. 838 


10 


ATOM 


1498 


OG 


SER A 


103128. 608 


-5. 168 




ATOM 


1499 


H 


SER A 


103127. 552 


-2. 058 




ATOM 


1500 


HA 


SER A 


103126. 499 


-3. 516 




ATOM 


1501 


1HB 


SER A 


103128. 758 


-3. 165 




ATOM 


1502 


2HB 


SER A 


103129. 431 


-3. 727 


15 


ATOM 


1503 


HG 


SER A 


103127. 773 


-5. 344 




ATOM 


1504 


N 


GLY A 


104126. 448 


-5. 675 




ATOM 


1505 


CA 


GLY A 


104126. 126 


-6. 731 




ATOM 


1506 


C 


GLY A 


104126. 008 


-8. 087 




ATOM 


1507 


0 


GLY A 104124. 930 


-8. 384 


20 


ATOM 


1508 


OXT 


GLY A 


104126. 994 


-8. 853 




ATOM 


1509 


H 


GLY A 


104126. 257 


-5. 796 




ATOM 


1510 


IHA 


GLY A 104126. 901 


-6. 778 




ATOM 


1511 


2HA 


GLY A 


104125. 188 


-6. 496 




TER 


1512 


GLY A 104 







25 ENDMDL 
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25. 579 1. 00 0. 00 H 

26.801 1.00 0. 00 H 

25. 815 1. 00 0. 00 H 

28. 004 1. 00 0. 00 H 

25. 157 1. 00 0. 00 N 

24. 584 1. 00 0. 00 C 

25. 661 1. 00 0. 00 C 

26. 842 1. 00 0. 00 0 
23. 882 1. 00 0. 00 C 
23. 394 1. 00 0. 00 0 
26. 112 1. 00 0. 00 H 
23. 858 1. 00 0. 00 H 

23. 050 1. 00 0. 00 H 

24. 581 1. 00 0. 00 H 
22. 953 1. 00 0. 00 H 

25. 246 1. 00 0. 00 N 

26. 186 1. 00 0. 00 C 
25. 519 1. 00 0. 00 C 

24. 963 1. 00 0. 00 0 

25. 551 1. 00 0. 00 0 
24. 292 1. 00 0. 00 H 
26.937 1.00 0. 00 H 

26. 667 1. 00 0. 00 H 



&fcmmmmm 1 3 

ATOM IN GLY A 
ATOM 2 CA GLY A 



1109. 776 

1110. 429 



8. 327 -20. 550 1. 00 0. 00 N 
7. 092 -20. 038 1. 00 0. 00 C 





WO 2004/016781 


W 






ATOM 3 


C 


GLY A 


1110. 587 




ATOM 4 


0 


GLY A 


1110. 302 




ATOM 5 


1H 


GLY A 


1110. 222 




ATOM 6 


2H 


GLY A 


1109. 870 


5 


ATOM 7 


3H 


GLY A 


1108.765 




ATOM 8 


1HA 


GLY A 


1109. 832 




ATOM 9 


2HA 


GLY A 


1111.406 




AT0M10 


N 


SER A 


2111. 043 




AT0M11 


CA 


SER A 


2111. 239 


10 


AT0M12 


C 


SER A 


2112. 551 




AT0M13 


0 


SER A 


2113. 614 




ATOM 14 


CB 


SER A 


2111. 225 




AT0M15 


OG 


SER A 


2110. 002 




ATOM 16 


H 


SER A 


2111. 252 


15 


AT0M17 


HA 


SER A 


2110. 422 




AT0M18 


1HB 


SER A 


2112. 035 




ATOM 19 


2HB 


SER A 


2111. 348 




AT0M20 


HG 


SER A 


2109. 293 




AT0M21 


N 


SER A 


3112. 470 


20 


AT0M22 


CA 


SER A 


3113. 651 




AT0M23 


C 


SER A 


3114. 121 




AT0M24 


0 


SER A 


3113. 652 




AT0M25 


CB 


SER A 


3113. 354 




AT0M26 


OG 


SER A 


3112. 378 


25 


AT0M27 


H 


SER A 


3111. 595 




AT0M28 

fix \JITIU <J 


HA 

Hi 1 


SER A 


3114. 435 




AT0M29 


1HB 


SER A 


3114. 260 




ATOM30 


2HB 


SER A 


3112.986 




AT0M31 


HG 


SER A 


3111. 624 
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7. 101 -18. 531 1.00 0.00 C 

8. 105 -17. 876 1.00 0.00 0 

8. 624 -21. 442 1. 00 0. 00 H 

9. 095 -19. 856 1. 00 0. 00 H 
8. 152 -20. 722 1. 00 0.00 H 
6. 237 -20. 321 1.00 0.00 H 
6.999 -20.491 1.00 0.00 H 
5.982 -17.978 1.00 0.00 N 

5. 865 -16. 538 1. 00 0.00 C 

6. 516 -16. Ill 1.00 0.00 C 
5.897 -16. 184 1.00 0.00 0 

4. 394 -16. 117 1. 00 0.00 C 
3. 772 -16. 475 1. 00 0.00 0 

5. 217 -18. 552 1. 00 0. 00 H 

6. 377 -16. 050 1. 00 0.00 H 

3. 874 -16. 606 1. 00 0. 00 H 

4. 328 -15. 046 1. 00 0. 00 H 
4. 121 -15. 929 1. 00 0. 00 H 

7. 766 -15. 669 1. 00 0. 00 N 

8. 500 -15. 231 1. 00 0. 00 C 
8. 012 -13. 865 1. 00 0. 00 C 

8. 486 -12. 831 1. 00 0. 00 0 

9. 999 -15. 175 1. 00 0. 00 C 

10. 289 -14. 190 1. 00 0. 00 0 
8. 205 -15. 635 1. 00 0. 00 H 

8. 325 -15. 952 1. 00 0. 00 H 
10. 536 -14. 934 1. 00 0. 00 H 

10. 327 -16. 137 1. 00 0. 00 H 

9. 705 -14. 304 1. 00 0. 00 H 





WO 2004/016781 


41 
W 






ATOM32 

A X A. w I'M. \J W 


N 


GLY A 


4115. 050 




ATOM33 


CA 


GLY A 


4115. 567 




AT0M34 


c 


GLY A 


4116.956 




ATOM35 


o 


GLY A 


4117. 941 


5 


ATOM36 

111 V/ 111 Lf V 


H 


GLY A 


4115. 386 




ATOM37 

J 1 A V/1U U 1 


1HA 


GLY A 


4114. 899 




AT0M38 

1 1 X V/1UU w 


2HA 


GLY A 


4115. 601 




AT0M39 

ill v/mv */ 


N 


SER A 


5117.036 




AT0M40 

aL ± vy lux v/ 


CA 

vil 


SER A 


5118. 315 


10 


AT0M41 


c 


SER A 


5118. 862 




AT0M42 


n 


SER A 


5118. 354 




AT0M43 


VXl 


SER A 


5118. 163 




AT0M44 




SER A 


5118.434 




AT0M4R 




SER A 


5116. 215 


15 


AT0M4B 


HA 

11X1 


SER A 


5119. 010 




AT0M47 

A. 1 V/JU1 1 


1HR 

l ILL) 


SER A 


5117. 152 




AT0M48 


2HB 


SER A 


5118. 852 




AT0M49 


HG 

11 VJ 


SER A 


5117. 844 




AT0M50 


N 


SER A 


6119. 900 


20 


ATOMS 1 

XI X \J1UU X 


CA 


SER A 


6120. 517 




ATOM52 

il X V/1UU u 


c 


SER A 


6121. 346 




AT0M53 

il X \JW\\J KJ 


o 


SER A 


6122. 263 




AT0M54 


CB 


SER A 


6121. 398 




AT0M55 

111 V/ll* V u 


OG 


SER A 


6120. 613 


25 


AT0M56 

ill VlU KJ \J 


H 


SER A 


6120. 261 




ATOM57 


TT A 

HA 


SER A 


6119. 726 




ATOM58 


1HB 


SER A 


6121. 972 




ATOM59 


2HB 


SER A 


6122.069 




AT0M60 


HG 


SER A 


6119. 941 
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7.061 -13. 868 1. 00 0. 00 N 

6. 524 -12. 624 1. 00 0. 00 C 

7.039 -12. 303 1. 00 0. 00 C 

6.312 -12.437 1.00 0.00 0 

6. 721 -14. 724 1. 00 0. 00 H 
6.799 -11. 821 1. 00 0. 00 H 
5.447 -12. 696 1. 00 0. 00 H 
8. 296 -11. 879 1. 00 0. 00 N 
8.907 -11.538 1.00 0.00 C 
8. 335 -10. 234 1. 00 0. 00 C 
8. 631 -9. 153 1. 00 0. 00 0 

10.425 -11. 416 1. 00 0. 00 C 

11.066 -12. 651 1. 00 0. 00 0 

8. 824 -11. 793 1. 00 0. 00 H 

8. 687 -12. 334 1. 00 0. 00 H 

10. 660 -11. 118 1. 00 0. 00 H 

10.796 -10.673 1.00 0.00 H 

10. 722 -13. 326 1. 00 0. 00 H 

7. 513 -10. 346 1. 00 0. 00 N 

6. 898 -9. 176 1. 00 0. 00 C 

7. 916 -8. 400 1. 00 0. 00 C 

8. 530 -8. 945 1. 00 0. 00 0 

5. 721 -9. 598 1. 00 0. 00 C 

4. 582 -9. 910 1. 00 0. 00 0 
7. 315 -11. 236 1. 00 0. 00 H 

6. 534 -8. 537 1. 00 0. 00 H 

5. 997 -10. 469 1. 00 0. 00 H 
5. 468 -8. 789 1. 00 0. 00 H 
4. 824 -10. 552 1. 00 0. 00 H 



WO 2004/016781 PCT/JP2003/010288 
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AT0M61 N GLY A 7121.018 8.090 -7.124 1.00 0. 00 N 

AT0M62 CA GLY A 7121.741 9.034 -6.294 1.00 0. 00 C 

AT0M63 C GLY A 7123.057 8.474 -5.789 1.00 0. 00 C 

ATOM64 0 GLY A 7123.371 7.306 -6.020 1.00 0.00 0 

5 ATOM65 H GLY A 7120.277 7.572 -6.743 1. 00 0. 00 H 

ATOM66 1HA GLY A 7121.940 9.925 -6.871 1.00 0. 00 H 

ATOM67 2HA GLY A 7121.126 9.297 -5.446 1.00 0. 00 H 

ATOM68 N LEU A 8123.827 9.308 -5.098 1.00 0. 00 N 

ATOM69 CA LEU A 8125.116 8.891 -4.559 1.00 0. 00 C 

10 AT0M70 C LEU A 8125. 238 9. 269 -3. 087 1. 00 0. 00 C 

AT0M71 0 LEU A 8124.313 9.831 -2.501 1.00 0.00 0 

AT0M72 CB LEU A 8126.256 9.526 -5.357 1.00 0. 00 C 

AT0M73 CG LEU A 8126.181 9.318 -6.871 1.00 0. 00 C 

AT0M74 CD 1 LEU A 8126.778 10.510 -7.604 1.00 0. 00 C 

15 AT0M75 CD2 LEU A 8126.893 8.035 -7.268 1.00 0. 00 C 

AT0M76 H LEU A 8123. 521 10. 228 -4. 948 1. 00 0. 00 H 

AT0M77 HA LEU A 8125.180 7.817 -4.650 1.00 0. 00 H 

AT0M78 1HB LEU A 8126.257 10.589 -5.160 1.00 0. 00 H 

AT0M79 2HB LEU A 8127.188 9.111 -5.006 1.00 0. 00 H 

20 AT0M80 HG LEU A 8125.145 9.233 -7.165 1.00 0. 00 H 

AT0M81 1HD1 LEU A 8126.595 10.410 -8.663 1.00 0. 00 H 

AT0M82 2HD1 LEU A 8127.842 10.547 -7.424 1.00 0. 00 H 

AT0M83 3HD1 LEU A 8126.321 11.420 -7.243 1.00 0. 00 H 

AT0M84 1HD2 LEU A 8127.032 8.016 -8.338 1.00 0. 00 H 

25 AT0M85 2HD2 LEU A 8126.298 7.185 -6.968 1.00 0. 00 H 

AT0M86 3HD2 LEU A 8127.855 7.991 -6.778 1.00 0. 00 H 

AT0M87 N ALA A 9126.386 8.956 -2.494 1.00 0. 00 N 

AT0M88 CA ALA A 9126.629 9.263 -1.089 1.00 0. 00 C 

AT0M89 C ALA A 9128.123 9.319 -0.790 1.00 0. 00 C 



WO 2004/016781 
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AT0M90 


0 


ALA A 


9128. 784 


8. 286 


-0. 684 


1. 00 


0. 00 


0 




AT0M91 


CB 


ALA A 


9125. 948 


8. 234 


-0. 200 


1. 00 


0. 00 


c 




AT0M92 


H 


ALA A 


9127. 085 


8. 509 


-3. 014 


1. 00 


0. 00 


H 




AT0M93 


HA 


ALA A 


9126. 193 


10. 230 


-0. 879 


1. 00 


0. 00 


H 


5 


AT0M94 


1HB 


ALA A 


9126. 527 


8. 100 


0. 702 


1. 00 


0. 00 


H 




AT0M95 2HB 


ALA A 


9125. 879 


7. 293 


-0. 726 


1. 00 


0. 00 


H 




AT0M96 


3HB 


ALA A 


9124. 957 


8. 578 


0. 056 


1.00 


0.00 


H 




AT0M97 


N 


MET A 


10128. 649 


10. 532 


-0. 656 


1. 00 


0.00 


N 




AT0M98 


CA 


MET A 


10130. 065 


10. 723 


-0. 368 


1. 00 


0.00 


C 


10 


AT0M99 


C 


MET A 


10130. 375 


12. 196 


-0. 106 


1.00 


0. 00 


C 





ATOM 


100 


0 


MET A 


10131. 055 


12. 848 


-0. 897 


1. 00 


0. 00 0 




ATOM 


101 


CB 


MET A 


10130. 917 


10. 208 


-1. 531 


1. 00 


0.00 c 




ATOM 


102 


CG 


MET A 


10130. 463 


10. 718 


-2. 889 


1. 00 


0. 00 c 




ATOM 


103 


SB 


MET A 


10130. 805 


9. 549 


-4. 219 


1. 00 


0. 00 s 


15 


ATOM 


104 


CE 


MET A 


10131. 247 


10. 668 


-5. 547 


1. 00 


0.00 c 




ATOM 


105 


H 


MET A 


10128. 071 


11. 318 


-0. 752 


1. 00 


0. 00 H 




ATOM 


106 


HA 


MET A 


10130. 303 


10. 155 


0. 519 


1. 00 


0.00 H 




ATOM 


107 


1HB 


MET A 


10131. 940 


10. 518 


-1. 378 


1. 00 


0. 00 H 




ATOM 


108 


2HB 


MET A 


10130. 875 


9. 129 


-1. 544 


1. 00 


0. 00 H 


20 


ATOM 


109 


1HG 


MET A 


10129. 399 


10. 900 


-2. 854 


1. 00 


0. 00 H 




ATOM 


110 


2HG 


MET A 


10130. 978 


11. 644 


-3. 101 


1. 00 


0. 00 H 




ATOM 


111 


1HE 


MET A 


10131. 070 


10. 186 


-6. 498 


1. 00 


0. 00 H 




ATOM 


112 


2HE 


MET A 


10132. 292 


10. 929 


-5. 464 


1. 00 


0.00 H 




ATOM 


113 


3HE 


MET A 


10130. 646 


11. 563 


-5. 479 


1. 00 


0.00 H 


25 


ATOM 


114 


N 


PRO A 


11129. 875 


12. 741 


1. 016 


1. 00 


0. 00 N 




ATOM 


115 


CA 


PRO A 


11130. 099 


14. 144 


1. 382 


1. 00 


0.00 c 




ATOM 


116 


C 


PRO A 


11131. 584 


14. 494 


1. 481 


1. 00 


0. 00 C 




ATOM 


117 


0 


PRO A 


11132. 022 


15. 511 


0. 943 


1. 00 


0.00 0 




ATOM 


118 


CB 


PRO A 


11129. 422 


14. 281 


2. 749 


1. 00 


0.00 C 
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ATOM 


119 


CG 


PRO A 


11128. 447 


13. 156 


2. 814 


4 A A 

1. 00 


0. 00 c 




ATOM 


120 


CD 


PRO A 


11129. 052 


12. 036 


2. 016 


1. 00 


0. 00 c 




ATOM 


121 


HA 


PRO A 


11129. 625 


14. 812 


0. 676 


1. 00 


0. 00 H 




ATOM 


122 


1HB 


PRO A 


11130. 163 


14. 208 


3. 530 


1. 00 


0. 00 H 


5 


ATOM 


123 


2HB 


PRO A 


11128. 923 


15. 237 


2. 810 


1. 00 


0. 00 H 




ATOM 


124 


1HG 


PRO A 


11128. 307 


12. 850 


3. 840 


1. 00 


0. 00 H 




ATOM 


125 


2HG 


PRO A 


11127. 506 


13. 459 


2. 380 


1. 00 


0. 00 H 




ATOM 


126 


1HD 


PRO A 


11129. 664 


11. 409 


2. 646 


1. 00 


0. 00 H 




ATOM 


127 


2HD 


PRO A 


11128. 279 


11. 453 


1. 535 


1. 00 


0. 00 H 


10 


ATOM 


128 


N 


PRO A 


12132. 385 


13. 659 


2. 172 


1. 00 


0. 00 N 




ATOM 


129 


CA 


PRO A 


12133. 818 


13. 901 


2. 329 


1. 00 


0. 00 c 




ATOM 


130 


C 


PRO A 


12134. 619 


13. 477 


1. 102 


1. 00 


0. 00 c 




ATOM 


131 


0 


PRO A 


12135. 603 


14. 120 


0. 738 


1. 00 


0. 00 0 




ATOM 


132 


CB 


PRO A 


12134. 181 


13. 034 


3. 531 


1. 00 


0. 00 c 


15 


ATOM 


133 


CG 


PRO A 


12133. 233 


11. 887 


3. 465 


1. 00 


0. 00 c 




ATOM 


134 


CD 


PRO A 


12131. 961 


12.417 


2. 853 


1. 00 


0. 00 c 




ATOM 


135 


HA 


PRO A 


12134. 024 


14.938 


2. 554 


1. 00 


0. 00 H 




ATOM 


136 


1HB 


PRO A 


12135. 207 


12. 707 


3. 447 


1. 00 


0. 00 H 




ATOM 


137 


2HB 


PRO A 


12134. 051 


13. 600 


4. 442 


1. 00 


0. 00 H 


20 


ATOM 


138 


1HG 


PRO A 


12133. 647 


11. 106 


2. 844 


1. 00 


0. 00 H 




ATOM 


139 


2HG 


PRO A 


12133. 041 


11. 512 


4. 460 


1. 00 


0. 00 H 




ATOM 


140 


1HD 


PRO A 


12131. 563 


11. 708 


2. 144 


1. 00 


0. 00 H 




ATOM 


141 


2HD 


PRO A 


12131. 234 


12. 629 


3. 622 


1. 00 


0. 00 H 




ATOM 


142 


N 


GLY A 


13134. 188 


12. 392 


0. 467 


1. 00 


0. 00 N 


25 


ATOM 


143 


CA 


GLY A 


13134. 875 


11. 901 


-0. 713 


1. 00 


0. 00 c 




ATOM 


144 


C 


GLY A 


13135. 010 


10. 391 


-0. 720 


1. 00 


0.00 c 




ATOM 


145 


0 


GLY A 


13134. 551 


9. 716 


0. 201 


1. 00 


0. 00 0 




ATOM 


146 


H 


GLY A 


13133. 397 


11. 920 


0. 804 


1. 00 


0. 00 H 




ATOM 


147 


1HA 


GLY A 


13134. 324 


12. 206 


-1. 589 


1. 00 


0. 00 H 
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ATOM 


148 2 HA 


GLY A 


13135. 861 


1 O O /I A 

12. 340 


n n a n 
-0. /49 


1 nn 
1. uu 


n nn w 

U. UU 11 




ATOM 


1 AC\ 

i4y 


JN 


ASN A 


1 A n o r 0 A 1 

14135. 641 


n oca 

9. 860 


1 7C 1 

-1. 761 


1 nn 
1. UU 


a on N 

U. UU vi 




ATOM 


15U 


r a 
IA 


ASN A 


* i 1 np OOT 

14135. 837 


o /ion 

8. 420 


~1. 000 


i nn 
1. UU 


n nn r 
u. uu t 




ATOM 


1 CI 

151 


I 


ASN A 


4 A 4 C\ A A A »7 

14134. 497 


7. 691 


1 n o o 

-1. 923 


1. UU 


n nn r 
U. UU o 


5 


ATOM 


ICO 

152 


0 


ASN A 


14133. 438 


o A 1 /I 

8. 314 


1 O C 1 

-1. 851 


1 nn 
1. UU 


n nn n 
u. uu u 




ATOM 


ICO 

153 


CB 


ASN A 


14 1 36. 683 


r7 n AO 

7. 898 


a n o o 

-0. 723 


1 nn 
1. UU 


n nn r 
U. UU \j 




ATOM 


154 


CG 


ASN A 


14138. 135 


o a n a 

8. 322 


A o O f\ 

-0. 829 


i nn 
1. UU 


U. UU lr 




ATOM 


ire 

155 


0D1 


ASN A 


■A A 4 f\ f\ f\ 4 n 

14138. 617 


a 0 0 r 

8. 665 


4 AAA 

-1. 908 


1 nn 
1. UU 


n nn n. 
U. UU U 




ATOM 


■i r a 

156 


ND2 ASN A 


14138. 841 


8. 302 


A AAA 

0. 296 


i nn 

1. 00 


n nn M 
U. UU IN 


10 


ATOM 


157 


H 


ASN A 


14135. 985 


10. 452 


A A 0 A 

-2. 464 


1 nn 

1. 00 


n nn u 
U. UU n 




ATOM 


158 


HA 


ASN A 


14136. 360 


8. 236 


A A 1 1 

-2. 81 1 


1 nn 

l. 00 


n nn u 
U. UU n 




ATOM 


159 


1HB 


ASN A 


14136. 283 


8. 277 


A A A r* 

0. 205 


■f n n 

I. 00 


n nn u 

U. UU n 




ATOM 


160 


2HB 


ASN A 


14136. 642 


6. 818 


A n 4 A 

-0. 714 


1 n n 

l. 00 


A A A TT 

U. UU ti 




ATOM 


161 


1HD2 ASN A 


14138. 392 


8. 017 


1. 119 


1 nn 

l. 00 


A n A TT 

0. 00 H 


15 


ATOM 


162 


2HD2 


ASN A 


14139. 782 


8. 571 


A nrn 

0. 257 


i nn 

1. 00 


A A A TT 

0. 00 H 




ATOM 


163 


N 


SER A 


15134. 553 


6. 368 


A A A r* 

-2. 035 


1 n n 

l. 00 


n a n xt 

0. 00 N 




ATOM 


164 


CA 


SER A 


15133. 345 


5. 554 


A A A i 

-2. 081 


1 n n 

I. 00 


n nn n 

0. 00 c 




ATOM 


1 0 r* 

165 


C 


SER A 


15132. 712 


5. 439 


A 0 A A 

-0. 698 


1 n n 

l. 00 


n nn n 

0. 00 c 




ATOM 


166 


0 


SER A 


15131. 601 


5. 916 


A >I71 

-0. 47 1 


1 nn 

1. 00 


n A A A 

0. 00 u 


20 


ATOM 


1 0 T 

167 


CB 


SER A 


15133. 664 


4. 161 


A A A 0 

-2. 626 


1 n n 

L 00 


A A A A 

0. 00 c 




ATOM 


1 a o 

168 


OG 


SER A 


15132. 515 


Ct O O A 

3. 330 


A 0 A A 

-2. 608 


1 nn 

I. 00 


A A A A 

0. 00 0 




ATOM 


169 


H 


SER A 


15135. 428 


r AAA 

5. 930 


A AAA 

-2. 088 


1 nn 
1. 00 


A A A U 

0. 00 ti 




ATOM 


1 7A 

170 


HA 


SER A 


■* t— 4 O C\ 0 A A 

15132. 644 


0 a o o 

6. 038 


O 7>IC 

-2. 745 


1 nn 
1. OU 


A Aft TT 

0. 00 H 




ATOM 


171 


1HB 


SER A 


15134. 015 


A O A 0 

4. 246 


O Q A A 

-3. 644 


1 nn 
1. UU 


n nn u 
0. 0U H 


25 


ATOM 


172 


2HB 


SER A 


15134. 432 


n rr a 0 

3. 706 


o n 1 n 

-l. U17 


1 nn 
1. UU 


n nn ii 

U. UU H 




ATOM 


173 


HG 


SER A 


15131. 798 


3. 765 


-3. 075 


1. 00 


0. 00 H 




ATOM 


174 


N 


HIS A 


16133. 429 


4. 802 


0. 223 


1. 00 


0. 00 N 




ATOM 


175 


CA 


HIS A 


16132. 938 


4. 625 


1.585 


1. 00 


0.00 C 




ATOM 


176 


C 


HIS A 


16133. 755 


5. 454 


2. 570 


1. 00 


0.00 C 
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ATOM 


177 


0 


HIS A 


16133. 221 


6. 328 


ft n r* r* 

3. 255 


•* f\t\ 

1. 00 


A A A f\ 

0. 00 0 




ATOM 


178 


CB 


HIS A 


16132. 989 


3. 147 


1. 979 


4 Aft 

1. 00 


ft ft ft ft 

0. 00 c 




ATOM 


179 


CG 


HIS A 


16131. 830 


2. 351 


1. 466 


4 ft ft 

1. 00 


A A A A 

0. 00 c 




ATOM 


180 


ND1 


HIS A 


16131. 190 


1. 385 


2. 214 


"« ft ft 

1. 00 


ft ft ft \T 

0. 00 N 


5 


ATOM 


181 


CD 2 HIS A 


16131. 194 


2. 380 


0. 270 


1. 00 


0. 00 C 




ATOM 


182 


CE1 


HIS A 


16130. 213 


0. 855 


1. 502 


1. 00 


ft ft ft ft 

0. 00 c 




ATOM 


183 


NE2 HIS A 


16130. 193 


1. 441 


0. 320 


1. 00 


0. 00 N 




ATOM 


184 


H 


HIS A 


16134. 308 


4. 444 


-0. 019 


1. 00 


0. 00 H 




ATOM 


185 


HA 


HIS A 


16131. 912 


4. 961 


1. 614 


1. 00 


0.00 H 


10 


ATOM 


186 


1HB 


HIS A 


16133. 894 


2. 708 


1. 586 


1. 00 


0. 00 H 




ATOM 


187 


2HB 


HIS A 


16132. 996 


3. 070 


3. 057 


1. 00 


0. 00 H 




ATOM 


188 


HD1 HIS A 


16131.419 


1. 126 


3. 131 


1. 00 


0. 00 H 




ATOM 


189 


HD2 HIS A 


16131. 431 


3. 023 


-0. 566 


1. 00 


0. 00 H 




ATOM 


190 


HE1 HIS A 


16129. 542 


0. 075 


1. 831 


1. 00 


0. 00 H 


15 


ATOM 


191 


HE 2 HIS A 


16129. 624 


1. 178 


-0. 433 


1. 00 


0. 00 H 




ATOM 


192 


N 


GLY A 


17135. 053 


5. 176 


2. 637 


1. 00 


0. 00 N 




ATOM 


193 


CA 


GLY A 


17135. 923 


5. 906 


3. 540 


1. 00 


0. 00 C 




ATOM 


. 194 


C 


GLY A 


17137. 327 


5. 338 


3. 579 


1. 00 


0. 00 C 




ATOM 


195 


0 


GLY A 


17137. 793 


4. 888 


4. 626 


1. 00 


0. 00 0 


20 


ATOM 


196 


H 


GLY A 


17135. 423 


4. 470 


2. 067 


1. 00 


0. 00 H 




ATOM 


197 


1HA 


GLY A 


17135. 972 


6. 937 


3. 222 


1. 00 


0. 00 H 




ATOM 


198 


2HA 


GLY A 


17135. 503 


5. 868 


4. 535 


1. 00 


0. 00 H 




ATOM 


199 


N 


LEU A 


18138. 003 


5. 358 


2. 435 


1. 00 


0. 00 N 




ATOM 


200 


CA 


LEU A 


18139. 364 


4. 840 


2. 343 


1. 00 


0. 00 C 


25 


ATOM 


201 


C 


LEU A 


18140. 375 


5. 880 


2. 816 


1. 00 


0. 00 C 




ATOM 


202 


0 


LEU A 


18140. 747 


6. 783 


2. 069 


1. 00 


0. 00 0 




ATOM 


203 


CB 


LEU A 


18139. 678 


4. 425 


0. 904 


1. 00 


0.00 c 




ATOM 


204 


CG 


LEU A 


18138. 592 


3. 593 


0.219 


1. 00 


0. 00 c 




ATOM 


205 


CD1 LEU A 


18138. 622 


3. 811 


-1. 286 


1. 00 


0.00 c 
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ATOM 


206 


CD 2 LEU A 


18138. 766 


2. 118 




ATOM 


207 


n 


T PIT A 
LEiV A 


18137. 578 


5. 730 




ATOM 


208 


HA 


T PTI 4 
LEU A 


18139. 432 


3. 971 




ATOM 


209 


i TJT} 
111X5 


T PTI A 
LEU A 


18139. 838 


5. 321 


5 


ATOM 


210 


ZxlD 


T PIT A 
LEU A 


18140. 591 


3. 851 




ATOM 


211 


HG 


LEU A 


18137. 625 


3. 907 




ATOM 


212 


1HD1 


LEU A 


18138. 823 


4. 852 




ATOM 


213 


2HD1 


LEU A 


18137. 668 


3. 537 




ATOM 


214 


3HD1 


LEU A 


18139. 399 


3. 201 


10 


ATOM 


215 


1HD2 LEU A 


18139. 807 


1. 916 




ATOM 


216 


2HD2 LEU A 


18138. 441 


1. 521 




ATOM 


217 


3HD2 LEU A 


18138. 174 


1. 872 




ATOM 


218 


N 


GLU A 


19140. 815 


5. 743 




ATOM 


219 


CA 


GLU A 


19141. 783 


6. 672 


15 


ATOM 


220 


C 


GLU A 


19142. 815 


5. 929 




ATOM 


221 


0 


GLU A 


19142. 747 


4. 709 




ATOM 


222 


CB 


GLU A 


19141. 071 


7. 722 




ATOM 


223 


CG 


GLU A 


19140. 297 


7. 134 




ATOM 


224 


CD 


GLU A 


19138. 960 


7. 814 


20 


ATOM 


225 


0E1 


GLU A 


19138. 947 


9. 047 




ATOM 


226 


0E2 


GLU A 


19137. 926 


7. 115 




ATOM 


227 


H 


GLU A 


19140. 481 


5. 002 




ATOM 


228 


HA 


GLU A 


19142. 291 


7. 167 




ATOM 


229 


1HB 


GLU A 


19141. 807 


8. 409 


25 


ATOM 


230 


2HB 


GLU A 


19140. 379 


8. 268 




ATOM 


231 


1HG 


GLU A 


19140. 123 


6. 086 




ATOM 


232 


2HG 


GLU A 


19140. 889 


7. 241 




ATOM 


233 


N 


VAL A 


20143. 770 


6. 673 




ATOM 


234 


CA 


VAL A 


20144. 816 


6. 085 



PCT/JF2003/010288 

0. 549 1. 00 0. 00 C 

1. 635 1. 00 0. 00 H 
2.981 1.00 0. 00 H 
0.321 1.00 0. 00 H 
0. 909 1. 00 0. 00 H 
0.581 1.00 0. 00 H 
•1. 494 1. 00 0. 00 H 
■1.709 1.00 0. 00 H 
-1.723 1.00 0. 00 H 
0. 753 1. 00 0. 00 H 
-0. 290 1. 00 0. 00 H 

1.417 1.00 0. 00 H 

4. 063 1. 00 0. 00 N 

4. 636 1. 00 0. 00 C 

5. 479 1. 00 0. 00 C 
5. 629 1. 00 0. 00 0 

5. 490 1. 00 0. 00 C 

6. 659 1. 00 0. 00 C 

6. 874 1. 00 0. 00 C 

7. 076 1. 00 0. 00 0 
6. 841 1. 00 0. 00 0 
4.610 1.00 0. 00 H 

3. 822 1. 00 0. 00 H 

5. 883 1. 00 0. 00 H 

4. 866 1. 00 0. 00 H 

6. 467 1. 00 0. 00 H 

7. 556 1. 00 0. 00 H 
6. 027 1. 00 0. 00 N 
6. 855 1. 00 0. 00 C 
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ATOM 


235 


C 


VAL A 


20144. 228 


5. 443 




ATOM 


236 


0 


VAL A 


20143. 419 


6. 052 




ATOM 


237 


CB 


VAL A 


20145. 861 


7. 139 




ATOM 


238 


CGI 


VAL A 


20147. 021 


6. 481 


5 


ATOM 


239 


CG2 VAL A 


20146. 357 


7. 912 




ATOM 


240 


H 


VAL A 


20143. 771 


7. 640 




ATOM 


241 


HA 


VAL A 


20145. 315 


5. 326 




ATOM 


242 


HB 


VAL A 


20145. 387 


7. 836 




ATOM 


243 


1HG1 VAL A 


20147. 265 


5. 545 


10 


ATOM 


244 2HG1 VAL A 


20146. 740 


6. 297 




ATOM 


245 


3HG1 


VAL A 


20147. 880 


7. 134 




ATOM 


246 


1HG2 VAL A 


20145. 663 


7. 787 




ATOM 


247 


2HG2 VAL A 


20147. 328 


7. 539 




ATOM 


248 


3HG2 VAL A 


20146. 434 


8. 961 


15 


ATOM 


249 


N 


GLY A 


21144. 638 


4. 210 




ATOM 


250 


CA 


GLY A 


21144. 141 


3. 506 




ATOM 


251 


C 


GLY A 


21143. 099 


2. 461 




ATOM 


252 


0 


GLY A 


21142. 989 


1. 435 




ATOM 


253 


H 


GLY A 


21145. 285 


3. 774 


20 


ATOM 


254 


1HA 


GLY A 


21144. 971 


3. 019 




ATOM 


255 


2HA 


GLY A 


21143. 704 


4. 221 




ATOM 


256 


N 


SER A 


22142. 331 


2. 726 




ATOM 


257 


CA 


SER A 


22141. 292 


1. 801 




ATOM 


258 


C 


SER A 


22141. 866 


0. 741 


25 


ATOM 


259 


0 


SER A 


22142. 852 


0. 981 




ATOM 


260 


CB 


SER A 


22140. 167 


2. 563 




ATOM 


261 


OG 


SER A 


22139. 925 


3. 810 




ATOM 


262 


H 


SER A 


22142. 467 


3. 562 




ATOM 


263 


HA 


SER A 


22140. 892 


1. 313 



PCT/JP2003/010288 

8. 107 1. 00 0. 00 C 

8. 808 1. 00 0. 00 0 

7. 273 1. 00 0. 00 C 

8. 006 1. 00 0. 00 C 
6. 061 1. 00 0. 00 C 

5. 871 1. 00 0. 00 H 

6. 272 1. 00 0. 00 H 

7. 950 1. 00 0. 00 H 
7. 526 1. 00 0. 00 H 

9. 032 1. 00 0. 00 H 

7. 980 1. 00 0. 00 H 
5. 243 1. 00 0. 00 H 

5. 769 1. 00 0. 00 H 

6. 310 1. 00 0. 00 H 

8. 382 1. 00 0. 00 N 

9. 549 1. 00 0. 00 C 
9. 198 1. 00 0. 00 C 
9. 867 1. 00 0. 00 0 

7. 786 1. 00 0. 00 H 

10. 042 1. 00 0. 00 H 
10. 228 1. 00 0. 00 H 

8. 146 1. 00 0. 00 N 
7. 707 1. 00 0. 00 C 
6. 773 1. 00 0. 00 C 

6. 076 1. 00 0. 00 0 

7. 004 1. 00 0. 00 C 
7.631 1.00 0.00 0 

7. 652 1.00 0. 00 H 

8. 583 1. 00 0. 00 H 
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ATOM 


264 


1HB 


SER A 


22140. 443 


2. 739 




ATOM 


265 


2HB 


SER A 


22139. 262 


1. 975 




ATOM 


266 


HG 


SER A 


22140. 662 


4. 402 




ATOM 


267 


N 


LEU A 


23141. 242 


-0. 432 


5 


ATOM 


268 


CA 


LEU A 


23141. 691 


-1. 530 




ATOM 


269 


C 


LEU A 


23141. 197 


-1. 347 




ATOM 


270 


0 


LEU A 


23140. 145 


-0. 753 




ATOM 


271 


CB 


LEU A 


23141. 196 


-2. 867 




ATOM 


272 


CG 


LEU A 


23141. 604 


-3. 157 


10 


ATOM 


273 


CD1 


LEU A 


23140. 672 


-4. 187 




ATOM 


274 


CD2 LEU A 


23143. 046 


-3. 636 




ATOM 


275 


H 


LEU A 


23140. 461 


-0. 563 




ATOM 


276 


HA 


LEU A 


23142. 770 


-1. 528 




ATOM 


277 


1HB 


LEU A 


23140. 117 


-2. 880 


15 


ATOM 


278 


2HB 


LEU A 


23141. 582 


-3. 657 




ATOM 


279 


HG 


LEU A 


23141. 528 


-2. 248 




ATOM 


280 


1HD1 


LEU A 


23139. 727 


-4. 178 




ATOM 


281 


2HD1 


LEU A 


23140. 512 


-3. 947 




ATOM 


282 


3HD1 


LEU A 


23141. 117 


-5. 168 


20 


ATOM 


283 


1HD2 


LEU A 


23143. 069 


-4. 716 




ATOM 


284 2HD2 LEU A 


23143. 501 


-3. 297 




ATOM 


285 3HD2 LEU A 


23143. 593 


-3. 237 




ATOM 


286 


N 


ALA A 


24141. 966 


-1. 861 




ATOM 


287 


CA 


ALA A 


24141. 607 


-1. 755 


25 


ATOM 


288 


C 


ALA A 


24142. 207 


-2. 901 




ATOM 


289 


0 


ALA A 


24143. 207 


-3. 497 




ATOM 


290 


CB 


ALA A 


24142. 064 


-0. 416 




ATOM 


291 


H 


ALA A 


24142. 794 


-2. 324 




ATOM 


292 


HA 


ALA A 


24140. 531 


-1. 800 



PCT/JP2003/010288 

5. 975 1. 00 0. 00 H 
7. 038 1. 00 0. 00 H 
7. 462 1. 00 0. 00 H 

6. 764 1. 00 0. 00 N 

5. 915 1. 00 0. 00 C 
4. 483 1. 00 0. 00 C 

4. 249 1. 00 0. 00 0 

6. 470 1. 00 0. 00 C 

7. 915 1. 00 0. 00 C 

8. 535 1. 00 0. 00 C 
7. 975 1. 00 0. 00 C 

7. 341 1. 00 0. 00 H 
5.914 1.00 0. 00 H 

6. 412 1. 00 0. 00 H 

5. 845 1. 00 0. 00 H 

8. 494 1. 00 0. 00 H 

8. 014 1. 00 0. 00 H 

9. 576 1. 00 0. 00 H 
8. 457 1. 00 0. 00 H 

7. 938 1. 00 0. 00 H 

8. 893 1. 00 0. 00 H 
7. 134 1. 00 0. 00 H 
3. 528 1. 00 0. 00 N 

2. 119 1. 00 0. 00 C 
1. 312 1. 00 0. 00 C 
1. 710 1. 00 0. 00 0 

1. 558 1. 00 0. 00 C 

3. 777 1. 00 0. 00 H 

2. 045 1. 00 0. 00 H 
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ATOM 


293 : 


IHB 


ALA A 


24142. 180 


-0. 496 




ATOM 


294 2HB 


ALA A 


24143. 010 


-0. 144 




ATOM 


295 . 


3HB 


ALA A 


24141. 327 


0. 340 




ATOM 


r\ r\ ft 

296 


N 


GLU A 


25141. 589 


-3. 203 


5 


ATOM 


297 


CA 


GLU A 


25142. 062 


-4. 278 




ATOM 


298 


C 


GLU A 


25142. 338 


-3. 762 




ATOM 


299 


0 


GLU A 


25141. 676 


-2. 839 




ATOM 


300 


CB 


GLU A 


25141. 033 


-5. 409 




ATOM 


301 


CG 


GLU A 


25141. 594 


-6.719 


10 


ATOM 


302 


CD 


GLU A 


25140. 616 


-7. 452 




ATOM 


303 


0E1 


GLU A 


25140. 094 


-8. 503 




ATOM 


304 


0E2 GLU A 


25140. 373 


-6. 974 




ATOM 


305 


H 


GLU A 


25140. 796 


-2. 691 




ATOM 


306 


HA 


GLU A 


25142. 981 


-4. 660 


15 


ATOM 


307 


IHB 


GLU A 


25140. 654 


-5. 582 




ATOM 


308 


2HB 


GLU A 


25140. 216 


-5. 108 




ATOM 


309 


1HG 


GLU A 


25142. 490 


-6. 509 




ATOM 


310 


2HG 


GLU A 


25141. 839 


-7. 355 




ATOM 


311 


N 


VAL A 


26143. 320 


-4. 363 


20 


ATOM 


312 


CA 


VAL A 


26143. 685 


-3. 963 




ATOM 


313 


C 


VAL A 


26143. 360 


-5. 066 




ATOM 


314 


0 


VAL A 


26143. 246 


-6. 236 




ATOM 


315 


CB 


VAL A 


26145. 182 


-3. 618 




ATOM 


316 


CGI YAL A 


26145. 509 


-3. 044 


25 


ATOM 


317 


CG2 VAL A 


26145. 584 


-2. 644 




ATOM 


318 


H 


VAL A 


26143.812 


-5. 093 




ATOM 


319 


HA 


VAL A 


26143. 114 


-3. 081 




ATOM 


320 


HB 


VAL A 


26145.751 


-4. 526 




ATOM 


321 


1HG1 VAL A 


26144. 679 


-2. 444 



PCT/JP2003/010288 

0. 488 1. 00 0. 00 H 
2. 004 1. 00 0. 00 H 

1. 786 1. 00 0. 00 H 
0. 174 1. 00 0. 00 N 
•0. 690 1. 00 0. 00 C 
-2. 098 1. 00 0. 00 C 
-2. 573 1. 00 0. 00 0 
-0. 743 1. 00 0. 00 C 
-1. 273 1. 00 0. 00 C 
-2. 170 1. 00 0. 00 C 
-1. 745 1. 00 0. 00 0 
-3. 298 1. 00 0. 00 0 
-0. 090 1. 00 0. 00 H 
-0. 273 1. 00 0. 00 H 

0. 254 1. 00 0. 00 H 

-1. 382 1. 00 0. 00 H 

-1. 838 1. 00 0. 00 H 

-0. 435 1. 00 0. 00 H 

-2. 762 1. 00 0. 00 N 

-4. 117 1. 00 0. 00 C 

-5. 118 1. 00 0. 00 C 

-4. 754 1. 00 0. 00 0 

-4. 218 1. 00 0. 00 C 

-5. 588 1. 00 0. 00 C 

-3. 118 1. 00 0. 00 C 

-2. 331 1. 00 0. 00 H 

-4. 369 1. 00 0. 00 H 

-4. 088 1. 00 0. 00 H 

-5. 935 1. 00 0. 00 H 
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ATOM 


322 2HG1 


VAL A 


ft\ ft -4 A r* /> n 1 

26145. 684 


e% or i 

-3. 851 


-6. 284 


1 nn 
1. 0U 


a fin u 
U. UU n 




ATOM 


323 3HG1 VAL A 


r\ ft ■* A ft t\ f\ A 

26146. 394 


O A O O 

-2. 428 


c con 

-5. 520 


L 0U 


fi fifi u 
U. UU a 




ATOM 


324 1HG2 VAL A 


r\ ft •* Aft V C\ ft 

26146. 536 


n A it 1 

-2. 94 1 


-2. 704 


1 fin 
1. 01) 


n fifi U 
U. UU n 




ATOM 


325 2HG2 VAL A 


26144. 835 


-2. 653 


A nnn 

-2. 338 


1 A A 

l. 00 


A A A TT 
U. UU h 


5 


ATOM 


326 3HG2 VAL A 


26145. 664 


-l. 649 


a rno 

-3. 528 


1 A A 

l. 00 


n f\f\ u 

0. 00 n 




ATOM 


327 


N 


LYS A 


27143. 212 


-4. 684 


a n o a 

-6. 384 


1 A A 

L 00 


A A A XT 

0. OU N 




ATOM 


328 


CA 


LYS A 


27142. 900 


-5. 642 


n a o A 

-7. 439 


1 A A 

1. 00 


fi (\n r 
U. UU I 




ATOM 


329 


C 


LYS A 


27144. 165 


-6. 072 


-8. 175 


1 A A 

l. 00 


U. 0U I 




ATOM 


330 


0 


LYS A 


27144. 162 


-6. 233 


-9. 396 


1 A A 

l. 00 


A A fi fi 

0. ou u 


10 


ATOM 


331 


CB 


LYS A 


27141. 902 


-5. 034 


-8. 427 


i A A 

L 00 


A A A A 

0. 00 c 




ATOM 


332 


CG 


LYS A 


27140. 894 


-6. 036 


-8. 966 


l. 00 


A A A A 

0. 00 c 




ATOM 


333 


CD 


LYS A 


27139. 575 


-5. 367 


-9. 315 


l. 00 


A A A A 

0. 00 c 




ATOM 


334 


CE 


LYS A 


27138. 895 


-6. 053 


-10. 489 


l. 00 


A A A A 

0. 00 c 




ATOM 


335 


NZ 


LYS A 


27137. 541 


-5. 492 


-10. 753 


l. 00 


A A A XT 

0. 00 N 


15 


ATOM 


336 


H 


LYS A 


27143. 314 


-3. 737 


-6. 612 


l. 00 


A A A TT 

0. 00 H 




ATOM 


337 


HA 


LYS A 


27142. 453 


-6. 509 


-6. 977 


l. 00 


A A A TT 

0. 00 H 




ATOM 


338 


1HB 


LYS A 


27141. 360 


-4. 242 


-7. 932 


< A A 

l. 00 


A A A TT 

0. 00 H 




ATOM 


339 


2HB 


LYS A 


27142. 446 


-4. 619 


-9. 261 


* A A 

l. 00 


A A A TT 

0. 00 H 




ATOM 


340 


1HG 


LYS A 


27141. 299 


-6. 497 


-9. 855 


■* A A 

l. 00 


A A A TT 

0. 00 H 


20 


ATOM 


341 


2HG 


LYS A 


27140. 716 


-6. 793 


-8. 216 


1 A A 

l. 00 


A A A TT 

0. 00 H 




ATOM 


342 


1HD 


LYS A 


27138. 921 


-5. 412 


-8. 457 


■* A A 

l. 00 


A A A TT 

0, 00 H 




ATOM 


343 


2HD 


LYS A 


27139. 764 


-4. 335 


-9. 574 


1 A A 

1. 00 


A A A TT 

0. 00 H 




ATOM 


344 


1HE 


LYS A 


27139. 507 


-5. 924 


i -t AHA 

-11. 369 


1 A A 

l. 00 


A A A TT 

0. 00 H 




ATOM 


345 


2HE 


LYS A 


27138. 802 


-7. 106 


-10. 268 


1 A A 

I. 00 


A A A TT 

0. 00 H 


25 


ATOM 


346 


1HZ 


LYS A 


27137. 043 


-5. 325 


-9. 856 


1 A A 

l. 00 


A A A TT 

0. 00 H 




ATOM 


347 


2HZ 


LYS A 


27136. 985 


-6. 156 


-11. 327 


l. 00 


0. 00 H 




ATOM 


348 


3HZ 


LYS A 


27137. 623 


-4. 590 


-11. 266 


l. 00 


0. 00 H 




ATOM 


349 


N 


GLU A 


28145. 246 


-6. 258 


-7. 425 


l. 00 


0. 00 N 




ATOM 


350 


CA 


GLU A 


28146. 518 


-6. 670 


-8. 006 


l. 00 


0. 00 C 
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ATOM 


351 


C 


GLU A 


28146. 536 


-8. 173 




ATOM 


352 


0 


GLU A 


28145. 548 


-8. 866 




ATOM 


353 


CB 


GLU A 


28147. 676 


-6. 285 




ATOM 


354 


CG 


GLU A 


28148. 812 


-5. 570 


5 


ATOM 


355 


CD 


GLU A 


28149. 849 


-5. 024 




ATOM 


356 


0E1 


GLU A 


28149. 665 


-3. 890 




ATOM 


357 


0E2 


GLU A 


28150. 846 


-5. 729 




ATOM 


358 


H 


GLU A 


28145. 188 


-6. 114 




ATOM 


359 


HA 


GLU A 


28146. 635 


-6. 153 


10 


ATOM 


360 


1HB 


GLU A 


28147. 299 


-5. 634 




ATOM 


361 


2HB 


GLU A 


28148. 071 


-7. 181 




ATOM 


362 


1HG 


GLU A 


28149. 295 


-6. 267 




ATOM 


363 


2HG 


GLU A 


28148. 402 


-4. 750 




ATOM 


364 


N 


ASN A 


29147. 665 


-8. 670 


15 


ATOM 


365 


CA 


ASN A 


29147. 812 


-10. 091 




ATOM 


366 


C 


ASN A 


29147. 742 


-10. 920 




ATOM 


367 


0 


ASN A 


29146. 888 


-11. 796 




ATOM 


368 


CB 


ASN A 


29149. 137 


-10. 351 




ATOM 


369 


CG 


ASN A 


29148. 975 


-10. 405 


20 


ATOM 


370 


0D1 


ASN A 


29148. 949 


-11. 483 




ATOM 


371 


ND2 


ASN A 


29148. 866 


-9. 238 




ATOM 


372 


H 


ASN A 


29148. 419 


-8. 067 




ATOM 


373 


HA 


ASN A 


29146. 998 


-10. 381 




ATOM 


374 


1HB 


ASN A 


29149. 832 


-9. 559 


25 


ATOM 


375 


2HB 


ASN A 


29149. 543 


-11. 294 




ATOM 


376 


1HD2 


! ASN A 


29148. 895 


-8. 420 




ATOM 


377 


2HD2 ASN A 


29148. 759 


-9. 244 




ATOM 


378 


N 


PRO A 


30148. 644 


-10.654 




ATOM 


379 


CA 


PRO A 


30148. 679 


-11. 379 



PCT/JP2003/010288 

8. 267 1. 00 0. 00 C 

8.026 1.00 0.00 0 

7.081 1.00 0.00 C 

7. 793 1. 00 0. 00 C 

•6. 832 1. 00 0. 00 C 

■6. 341 1. 00 0. 00 0 

-6. 570 1. 00 0. 00 0 

-6. 457 1. 00 0. 00 H 

-8. 947 1. 00 0. 00 H 

-6. 306 1. 00 0. 00 H 

-6. 624 1. 00 0. 00 H 

-8. 462 1. 00 0. 00 H 

-8. 363 1. 00 0. 00 H 
-8. 759 1. 00 0. 00 N 
-9. 051 1. 00 0. 00 C 
-7. 771 1. 00 0. 00 C 
-7. 635 1. 00 0. 00 0 
-9. 771 1. 00 0. 00 C 
11. 278 1. 00 0. 00 C 
11. 873 1. 00 0. 00 0 
11. 903 1. 00 0. 00 N 
-8. 930 1. 00 0. 00 H 
-9. 698 1. 00 0. 00 H 
-9. 532 1. 00 0. 00 H 
-9. 436 1. 00 0. 00 H 
■11. 365 1. 00 0. 00 H 
•12. 877 1. 00 0. 00 H 
-6.810 1.00 0. 00 N 
-5. 538 1. 00 0. 00 C 
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682 





ATOM 


380 


C 


PRO A 


30147. 577 - 


-10. 926 




ATOM 


381 


0 


PRO A 


30147. 624 


-9. 814 




ATOM 


382 


CB 


PRO A 


30150. 055 • 


-11. 023 




ATOM 


383 


CG 


PRO A 


30150. 347 


-9. 672 


5 


ATOM 


384 


CD 


PRO A 


30149. 700 


-9. 624 




ATOM 


385 


HA 


PRO A 


30148. 614 


-12. 446 




ATOM 


386 


1HB 


PRO A 


30150. 013 


-11. 010 




ATOM 


387 


2HB 


PRO A 


30150.781 


-11. 751 




ATOM 


388 


1HG 


PRO A 


30149. 925 


-8. 913 


10 


ATOM 


389 


2HG 


PRO A 


30151.415 


-9. 536 




ATOM 


390 


1HD 


PRO A 


30149. 273 


-8. 649 




ATOM 


391 


2HD 


PRO A 


30150.418 


-9. 867 




ATOM 


392 


N 


PRO A 


31146. 566 


-11.781 




ATOM 


393 


CA 


PRO A 


31145. 456 


-11. 452 


15 


ATOM 


394 


C 


PRO A 


31145. 899 


-11. 362 




ATOM 


395 


0 


PRO A 


31145. 964 


-12. 370 




ATOM 


396 


CB 


PRO A 


31144. 481 


-12.617 




ATOM 


397 


CG 


PRO A 


31145.328 


-13. 747 




ATOM 


398 


CD 


PRO A 


31146. 425 


-13. 129 


20 


ATOM 


399 


HA 


PRO A 


31144. 977 


-10. 527 




ATOM 


400 


1HB 


PRO A 


31144. 002 


-12. 846 




ATOM 


401 


2HB 


PRO A 


31143.736 


-12. 350 




ATOM 


402 


1HG 


PRO A 


31145. 744 


-14. 273 




ATOM 


403 


2HG 


PRO A 


31144.739 


-14. 419 


25 


ATOM 


404 


1HD 


PRO A 


31147.339 


-13. 694 




ATOM 


405 


2HD 


PRO A 


31146. 134 


-13. 071 




ATOM 


406 


N 


PHE A 


32146. 203 


-10. 148 




ATOM 


407 


CA 


PHE A 


32146. 641 


-9. 923 




ATOM 


408 


C 


PHE A 


32145.724 


-8. 933 



PCT/JP2003/010288 

4. 581 1. 00 0. 00 C 

4. 054 1. 00 0. 00 0 

•4. 975 1. 00 0. 00 C 

•5. 528 1. 00 0. 00 C 

■6. 887 1. 00 0. 00 C 

-5. 688 1. 00 0. 00 H 

-3. 896 1. 00 0. 00 H 

-5. 305 1. 00 0. 00 H 

-4. 886 1. 00 0. 00 H 

-5.618 1.00 0. 00 H 

-7. 067 1. 00 0. 00 H 

-7. 656 1. 00 0. 00 H 

-4. 340 1. 00 0. 00 N 

-3. 440 1. 00 0. 00 C 

-1. 984 1. 00 0. 00 C 

-1. 281 1. 00 0. 00 0 

-3. 631 1. 00 0. 00 C 

-4. 103 1. 00 0. 00 C 

-4. 923 1. 00 0. 00 C 

-3. 727 1. 00 0. 00 H 

-2. 691 1. 00 0. 00 H 

-4. 366 1. 00 0. 00 H 

-3. 255 1. 00 0. 00 H 

-4. 710 1. 00 0. 00 H 

-4. 817 1. 00 0.00 H 

-5. 961 1. 00 0. 00 H 

-1. 538 1. 00 0. 00 N 

-0. 166 1. 00 0.00 C 

0. 544 1. 00 0. 00 C 
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ATOM 


409 


0 


PHE A 


32144. 840 


-8. 338 




ATOM 


410 


CB 


PHE A 


32148. 080 


-9. 407 




ATOM 


411 


CG 


PHE A 


32148. 292 


-8. 187 




ATOM 


412 


CD1 


PHE A 


32149. 042 


-8. 259 


5 


ATOM 


413 


CD2 PHE A 


32147. 740 


-6. 969 




ATOM 


414 


CE1 


PHE A 


32149. 238 


-7. 138 




ATOM 


415 


CE2 PHE A 


32147. 932 


-5. 845 




ATOM 


416 


CZ 


PHE A 


32148. 682 


-5. 930 




ATOM 


417 


H 


PHE A 


32146. 131 


-9. 382 


10 


ATOM 


418 


HA 


PHE A 


32146. 601 


-10. 869 




ATOM 


419 


1HB 


PHE A 


32148. 351 


-9. 154 




ATOM 


420 


2HB 


PHE A 


32148. 739 


-10. 183 




ATOM 


421 


HD1 


PHE A 


32149. 478 


-9. 203 




ATOM 


422 


HD2 PHE A 


32147. 153 


-6. 901 


15 


ATOM 


423 


HE1 


PHE A 


32149. 826 


-7. 207 




ATOM 


424 


HE2 PHE A 


32147. 496 


-4. 902 




ATOM 


425 


HZ 


PHE A 


32148. 833 


-5. 053 




ATOM 


426 


N 


TYR A 


33145. 939 


-8. 760 




ATOM 


427 


CA 


TYR A 


33145. 131 


-7. 841 


20 


ATOM 


428 


C 


TYR A 


33146. 016 


-6. 929 




ATOM 


429 


0 


TYR A 


33146. 804 


-7. 398 




ATOM 


430 


CB 


TYR A 


33144. 174 


-8. 620 




ATOM 


431 


CG 


TYR A 


33143. 008 


-9. 236 




ATOM 


432 


CD1 


TYR A 


33142. 205 


-8. 467 


25 


ATOM 


433 


CD 2 


TYR A 


33142. 710 


-10. 586 




ATOM 


434 


CE1 


TYR A 


33141. 138 


-9. 026 




ATOM 


435 


CE2 


TYR A 


33141. 645 


-11. 152 




ATOM 


436 


CZ 


TYR A 


33140. 862 


-10. 369 




ATOM 


437 


OH 


TYR A 


33139. 801 


-10. 929 



PCT/JP2003/0 10288 

0. 074 1. 00 0. 00 0 

0. 145 1. 00 0. 00 C 

0. 997 1. 00 0. 00 C 

2. 158 1. 00 0. 00 C 

-0. 633 1. 00 0. 00 C 

■2. 944 1. 00 0. 00 C 

■1. 414 1. 00 0. 00 C 

-2. 571 1. 00 0. 00 C 

-2. 147 1. 00 0. 00 H 

0. 354 1. 00 0. 00 H 

0. 869 1. 00 0. 00 H 

-0. 506 1. 00 0. 00 H 

-2. 451 1. 00 0. 00 H 

0. 271 1. 00 0. 00 H 
-3. 848 1. 00 0. 00 H 
-1. 121 1. 00 0. 00 H 
-3. 183 1. 00 0. 00 H 

1. 844 1. 00 0. 00 N 

2. 637 1. 00 0. 00 C 
3.481 1.00 0. 00 C 
4. 302 1. 00 0. 00 0 

3. 540 1. 00 0. 00 C 
2. 800 1. 00 0. 00 C 

1. 967 1. 00 0. 00 C 

2. 936 1. 00 0. 00 C 
1. 290 1. 00 0. 00 C 
2. 261 1.00 0.00 C 
1. 439 1. 00 0. 00 C 
0. 767 1. 00 0. 00 0 
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ATOM 


438 


H 


TYR A 


33146. 658 


-9. 263 




ATOM 


439 


HA 


TYR A 


33144. 555 


-7. 234 




ATOM 


440 


1HB 


TYR A 


33144. 716 


-9.418 




ATOM 


441 


2HB 


TYR A 


33143. 777 


-7. 954 


5 


ATOM 


442 


HD1 


TYR A 


33142. 424 


-7. 416 




ATOM 


443 


HD2 TYR A 


33143. 324 


-11. 198 




ATOM 


444 


HE1 


TYR A 


33140. 526 


-8.412 




ATOM 


445 


HE 2 TYR A 


33141.429 


-12. 204 




ATOM 


446 


HH 


TYR A 


33139. 049 


-11. 001 


10 


ATOM 


447 


N 


GLY A 


34145. 880 


-5. 623 




ATOM 


448 


CA 


GLY A 


34146. 673 


-4. 667 




ATOM 


449 


C 


GLY A 


34145. 866 


-3. 460 




ATOM 


450 


0 


GLY A 


34144. 754 


-3. 241 




ATOM 


451 


H 


GLY A 


34145. 235 


-5. 307 


15 


ATOM 


452 


1HA 


GLY A 


34147. 072 


-5. 156 




ATOM 


453 


2HA 


GLY A 


34147. 493 


-4. 333 




ATOM 


454 


N 


VAL A 


35146. 428 


-2. 675 




ATOM 


455 


CA 


VAL A 


35145. 754 


-1. 484 




ATOM 


456 


C 


VAL A 


35146.411 


-0. 215 


20 


ATOM 


457 


0 


VAL A 


35147. 621 


-0. 176 




ATOM 


458 


CB 


VAL A 


35145. 756 


-1. 446 




ATOM 


459 


CGI 


VAL A 


35147. 180 


-1. 401 




ATOM 


460 


CG2 VAL A 


35144. 950 


-0. 261 




ATOM 


461 


H 


VAL A 


35147. 317 


-2. 902 


25 


ATOM 


462 


HA 


VAL A 


35144. 728 


-1. 515 




ATOM 


463 


HB 


VAL A 


35145. 291 


-2. 351 




ATOM 


464 1HG1 VAL A 


35147. 699 


-2. 306 




ATOM 


465 


2HG1 


VAL A 


35147. 158 


-1. 319 




ATOM 


466 


3HG1 


VAL A 


35147. 694 


-0. 547 
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2. 280 1. 00 0. 00 H 
1. 955 1. 00 0. 00 H 
4. 026 1. 00 0. 00 H 
4. 292 1. 00 0. 00 H 

1. 852 1. 00 0. 00 H 

3. 580 1. 00 0. 00 H 

0. 646 1. 00 0. 00 H 

2. 379 1. 00 0. 00 H 

1. 359 1. 00 0. 00 H 

3. 273 1. 00 0. 00 N 

4. 022 1. 00 0. 00 C 
4. 458 1. 00 0. 00 C 

3. 978 1. 00 0. 00 0 

2. 606 1. 00 0. 00 H 

4. 898 1. 00 0. 00 H 

3. 403 1. 00 0. 00 H 

5. 373 1. 00 0. 00 N 
5. 875 1. 00 0. 00 C 
5. 340 1. 00 0. 00 C 
5. 121 1. 00 0. 00 0 
7. 417 1. 00 0. 00 C 
7. 951 1.00 0. 00 C 
7. 926 1. 00 0. 00 C 
5. 717 1. 00 0. 00 H 
5. 539 1. 00 0. 00 H 
7. 779 1. 00 0. 00 H 
7. 670 1. 00 0. 00 H 
9. 028 1. 00 0. 00 H 
7. 534 1. 00 0. 00 H 
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ATOM 


467 


1HG2 VAL A 


35145. 306 


0. 645 




ATOM 


468 2HG2 VAL A 


35145. 064 


-0. 180 




ATOM 


469 3HG2 VAL A 


35143. 907 


-0. 405 




ATOM 


A 1 A 

470 


M 

N 


ILE A 


36145. 604 


0. 821 


5 


ATOM 


A *7 1 

471 


CA 


ILE A 


36146. 108 


2. 091 




ATOM 


472 


c 


TT T? A 

ILE A 


36147. 069 


2. 736 




ATOM 


473 


0 


TT T? A 

ILE A 


36146. 838 


2. 711 




ATOM 


A rt a 

474 


CB 


tt rj a 

ILE A 


36144. 959 


3. 074 




ATOM 


475 


CGI 


ILE A 


36143. 910 


2. 412 


10 


ATOM 


476 


CG2 


T T T"» K 

ILE A 


36145. 497 


4. 338 




ATOM 


477 


CD1 


ILE A 


36142. 744 


3. 315 




ATOM 


478 


H 


ILE A 


36144. 649 


0. 729 




ATOM 


479 


HA 


ILE A 


36146. 636 


1. 895 




ATOM 


480 


HB 


ILE A 


36144. 498 


3. 351 


15 


ATOM 


481 


1HG1 


ILE A 


36144. 376 


2. 114 




ATOM 


482 


2HG1 


ILE A 


36143. 520 


1. 537 




ATOM 


483 


1HG2 


ILE A 


36146. 117 


4. 072 




ATOM 


484 


2HG2 


T T T\ A 

ILE A 


36146. 084 


4. 893 




ATOM 


485 


nun n 

3HG2 


T T T"l A 

ILE A 


36144. 673 


4. 949 


20 


ATOM 


486 


lHDl 


TT T1 A 

ILE A 


36143. 048 


4. 347 




ATOM 


487 


2HD1 


TT "P A 

ILE A 


36141. 927 


3. 116 




ATOM 


/ton 

488 


3HD1 


tt n a 

ILE A 


36142. 423 


3. 126 




ATOM 


489 


N 


ARG A 


37148. 149 


3. 311 




ATOM 


490 


CA 


ARG A 


37149. 147 


3. 962 


25 


ATOM 


491 


C 


ARG A 


37149. 368 


5. 408 




ATOM 


492 


0 


ARG A 


37149. 156 


6. 337 




ATOM 


493 


CB 


ARG A 


37150. 470 


3. 194 




ATOM 


494 


CG 


ARG A 


37150. 333 


1. 721 




ATOM 


495 


CD 


ARG A 


37149. 761 


1. 528 



PCT/JP2003/010288 

7. 457 1. 00 0. 00 H 

8. 996 1. 00 0. 00 H 
7. 685 1. 00 0. 00 H 
5.134 1.00 0. 00 N 
4.625 1.00 0.00 C 

5. 619 1. 00 0. 00 C 

6. 827 1. 00 0. 00 0 

4. 326 1. 00 0. 00 C 
3. 430 1. 00 0. 00 C 
3. 673 1. 00 0. 00 C 
3. 095 1. 00 0. 00 C 
5.329 1. 00 0. 00 H 
3. 704 1. 00 0. 00 H 

5. 263 1. 00 0. 00 H 

2. 502 1. 00 0. 00 H 

3. 929 1. 00 0. 00 H 

2. 830 1. 00 0. 00 H 

4. 390 1. 00 0. 00 H 

3. 335 1. 00 0. 00 H 
3. 190 1. 00 0. 00 H 
3. 772 1. 00 0. 00 H 
2. 080 1. 00 0. 00 H 

5. 101 1. 00 0. 00 N 
5. 942 1. 00 0. 00 C 

5. 509 1. 00 0. 00 C 

6. 286 1. 00 0. 00 0 

5. 888 1. 00 0. 00 C 

6. 234 1. 00 0. 00 C 

7. 630 1. 00 0. 00 C 



WO 2004/016781 






ATOM 


496 


NE 


ARG A 


or? i r a AAA 

37150. 620 


A 1 1 A 

2. 110 




ATOM 


497 


CZ 


ARG A 


n n i r nil 

37150. 2ll 


A AAA 

2. 390 




ATOM 


498 


NH1 


ARG A 


n n 1 a c\ a p A 

37148. 959 


A 1 A O 

2. 143 




ATOM 


499 


NH2 ARG A 


37151. 057 


2. 917 


5 


ATOM 


500 


IT 

n 


APP A 
Mu A 


37148. 278 


3. 298 




ATOM 


501 


U A 

HA 


AKu A 


37148. 779 


3. 955 




ATOM 


502 


1 UD 


ADf A 

AKb A 


37150. 876 


3. 271 




ATOM 


503 


OTTD 


ARG A 


37151. 162 


3. 644 




ATOM 


504 


1 Tin 

1HG 


ARG A 


37149. 674 


l. 252 


10 


ATOM 


505 


2HG 


ARG A 


37151. 308 


l. 258 




ATOM 


506 


1HD 


ARG A 


37148. 791 


2. 000 




ATOM 


507 


2HD 


ARG A 


37149. 655 


0. 470 




ATOM 


508 


HE 


ARG A 


37151. 550 


2. 303 




ATOM 


509 


1HH1 


ARG A 


37148. 316 


l. 745 


15 


ATOM 


510 


2HH1 


ARG A 


37148. 658 


2. 355 




ATOM 


511 


1HH2 


ARG A 


37152. 002 


3. 105 




ATOM 


512 


2HH2 ARG A 


37150. 750 


3. 127 




ATOM 


513 


N 


TRP A 


38149. 794 


5. 590 




ATOM 


514 


CA 


TRP A 


38150. 043 


6. 924 


20 


ATOM 


515 


C 


TRP A 


38149. 298 


7. 137 




ATOM 


516 


0 


TRP A 


38149. 328 


6. 287 




ATOM 


517 


CB 


TRP A 


38151. 546 


7. 142 




ATOM 


518 


CG 


TRP A 


38151. 871 


8. 390 




ATOM 


519 


CD1 


TRP A 


38152. 099 


9. 635 


25 


ATOM 


520 


CD2 


TRP A 


38151. 999 


8. 51 1 




ATOM 


521 


NE1 


TRP A 


38152. 360 


10. 523 




ATOM 


522 


CE2 TRP A 


38152. 305 


9. 856 




ATOM 


523 


CE3 


TRP A 


38151. 885 


7. 612 




ATOM 


524 


CZ2 


TRP A 


38152. 498 


10. 322 



PCT/JP2003/010288 

8. 658 1. 00 0. 00 N 

9. 894 1. 00 0. 00 C 
10. 258 1. 00 0. 00 N 

10. 769 1. 00 0. 00 N 
4. 129 1. 00 0. 00 H 
6. 958 1. 00 0. 00 H 

4. 890 1. 00 0. 00 H 

6. 584 1. 00 0. 00 H 

5. 519 1. 00 0. 00 H 

6. 187 1. 00 0. 00 H 

7. 676 1. 00 0. 00 H 

7. 818 1. 00 0. 00 H 
8.417 1.00 0. 00 H 
9. 604 1. 00 0. 00 H 

11. 188 1. 00 0. 00 H 

10. 500 1. 00 0. 00 H 

11. 697 1. 00 0. 00 H 
4. 263 1. 00 0. 00 N 
3. 730 1. 00 0. 00 C 

2. 415 1. 00 0. 00 C 

1. 526 1. 00 0. 00 0 

3. 521 1. 00 0. 00 C 

2. 752 1. 00 0. 00 C 

3. 264 1. 00 0. 00 C 

1. 330 1. 00 0. 00 C 

2. 248 1. 00 0. 00 N 
1.051 1.00 0.00 C 
0. 266 1. 00 0. 00 C 

-0. 248 1. 00 0. 00 C 



WO 2004/016781 



687 





ATOM 


525 


CZ3 


TRP A 


38152. 078 


8. 075 




ATOM 


526 


CH2 


TRP A 


38152. 381 


9. 419 




ATOM 


527 


H 


TRP A 


38149. 946 


4. 810 




ATOM 


528 


HA 


TRP A 


38149. 683 


7. 642 


5 


ATOM 


529 


1HB 


TRP A 


38152. 030 


7. 211 




ATOM 


530 


2HB 


TRP A 


38151. 953 


6. 301 




ATOM 


531 


HD1 


TRP A 


38152. 072 


9. 873 




ATOM 


532 


HE1 


TRP A 


38152. 555 


11. 475 




ATOM 


533 


HE3 


TRP A 


38151. 652 


6. 572 


10 


ATOM 


534 


HZ 2 


TRP A 


38152. 730 


11. 356 




ATOM 


535 


HZ 3 


TRP A 


38151. 994 


7. 394 




ATOM 


536 


HH2 


TRP A 


38152. 524 


9. 737 




ATOM 


537 


N 


ILE A 


39148. 639 


8. 285 




ATOM 


538 


CA 


ILE A 


39147. 894 


8. 625 


15 


ATOM 


539 


C 


ILE A 


39148. 358 


9. 967 




ATOM 


540 


0 


ILE A 


39148. 049 


11. 018 




ATOM 


541 


CB 


ILE A 


39146. 379 


8. 686 




ATOM 


542 


CGI 


ILE A 


39145. 915 


7. 420 




ATOM 


543 


CG2 


ILE A 


39145. 614 


8. 869 


20 


ATOM 


544 


CD1 


ILE A 


39144. 605 


7. 591 




ATOM 


545 


H 


ILE A 


39148. 663 


8. 925 




ATOM 


546 


HA 


ILE A 


39148. 080 


7. 857 




ATOM 


547 


HB 


ILE A 


39146. 182 


9. 543 




ATOM 


548 


1HG1 


ILE A 


39145. 788 


6. 627 


25 


ATOM 


549 


2HG1 


ILE A 


39146. 666 


7. 128 




ATOM 


550 


1HG2 


ILE A 


39145. 691 


7. 968 




ATOM 


551 


2HG2 


ILE A 


39146. 034 


9. 697 




ATOM 


552 


3HG2 


ILE A 


39144. 576 


9. 070 




ATOM 


553 


1HD1 


ILE A 


39144. 518 


8. 609 



PCT/JP2003/010288 

1. 022 1. 00 0. 00 C 

1. 270 1. 00 0. 00 C 

3. 690 1. 00 0. 00 H 

4. 452 1. 00 0. 00 H 
4. 484 1. 00 0. 00 H 

2. 979 1. 00 0. 00 H 
4. 317 1. 00 0. 00 H 
2. 361 1. 00 0. 00 H 

0. 437 1. 00 0. 00 H 
•0. 456 1. 00 0. 00 H 
-1. 856 1. 00 0. 00 H 
-2. 293 1. 00 0. 00 H 
2. 299 1. 00 0. 00 N 

1. 094 1. 00 0. 00 C 

0. 540 1. 00 0. 00 C 

1. 101 1. 00 0. 00 0 

1. 364 1. 00 0. 00 C 

2. 087 1. 00 0. 00 C 
0. 061 1. 00 0. 00 C 

2. 824 1. 00 0. 00 C 

3. 041 1. 00 0. 00 H 

0. 357 1. 00 0. 00 H 

1. 991 1. 00 0. 00 H 

1. 366 1. 00 0. 00 H 

2. 807 1. 00 0. 00 H 
-0. 530 1. 00 0. 00 H 
-0. 489 1. 00 0. 00 H 

0. 279 1. 00 0. 00 H 

3. 174 1. 00 0. 00 H 



WO 2004/016781 

^ 688 





ATOM 


554 


2HD1 


ILE A 


39144. 577 


6. 917 




ATOM 


555 


3HD1 


ILE A 


39143. 785 


7. 369 




ATOM 


556 


N 


GLY A 


40149. 108 


9. 926 




ATOM 


557 


CA 


GLY A 


40149. 607 


11. 150 


5 


ATOM 


558 


C 


GLY A 


40150. 146 


10. 941 




ATOM 


559 


0 


GLY A 


40149. 952 


9. 882 




ATOM 


560 


H 


GLY A 


40149. 329 


9. 060 




ATOM 


561 


1HA 


GLY A 


40148. 806 


11. 871 




ATOM 


562 


2HA 


GLY A 


40150. 397 


11. 541 


10 


ATOM 


563 


N 


GLN A 


41150. 820 


11. 958 




ATOM 


564 


CA 


GLN A 


41151. 389 


11. 894 




ATOM 


565 


C 


GLN A 


41152. 862 


12. 299 




ATOM 


566 


0 


GLN A 


41153. 193 


13. 443 




ATOM 


567 


CB 


GLN A 


41150. 606 


12. 808 


15 


ATOM 


568 


CG 


GLN A 


41149. 100 


12. 628 




ATOM 


569 


CD 


GLN A 


41148. 352 


13. 944 




ATOM 


570 


0E1 


GLN A 


41148. 345 


14. 710 




ATOM 


571 


NE2 


GLN A 


41147.717 


14. 213 




ATOM 


572 


H 


GLN A 


41150.936 


12. 775 


20 


ATOM 


573 


HA 


GLN A 


41151. 306 


10. 876 




ATOM 


574 


1HB 


GLN A 


41150. 839 


13. 835 




ATOM 


575 


2HB 


GLN A 


41150.912 


12. 607 




ATOM 


576 


1HG 


GLN A 


41148. 772 


12. Oil 




ATOM 


577 


2HG 


GLN A 


41148. 865 


12. 137 


25 


ATOM 


578 


1HE2 


GLN A 


41147.767 


13. 556 




ATOM 


579 


2HE2 


GLN A 


41147.226 


15. 059 




ATOM 


580 


N 


PRO A 


42153. 773 


11. 365 




ATOM 


581 


CA 


PRO A 


42155.214 


11. 639 




ATOM 


582 


C 


PRO A 


42155. 575 


12. 795 



PCT/JP2003/0 10288 

3. 668 1. 00 0. 00 H 

2.158 1.00 0. 00 H 

•0. 555 1. 00 0. 00 N 

•1. 153 1. 00 0. 00 C 

•2. 554 1. 00 0. 00 C 

•3. 152 1. 00 0. 00 0 

•0. 958 1. 00 0. 00 H 

-1. 192 1. 00 0. 00 H 

-0. 532 1. 00 0. 00 H 

-3. 078 1. 00 0. 00 N 

-4. 417 1. 00 0. 00 C 

-4. 398 1. 00 0. 00 C 

-4. 086 1. 00 0. 00 0 

-5. 358 1. 00 0. 00 C 

-5. 266 1. 00 0. 00 C 

-5. 322 1. 00 0. 00 C 

-4. 359 1. 00 0. 00 0 

-6. 456 1. 00 0. 00 N 

-2.551 1.00 O.OOH 

-4. 766 1. 00 0. 00 H 

-5.119 1.00 O.OOH 

-6. 372 1. 00 0. 00 H 

-6. 089 1. 00 0. 00 H 

-4. 333 1. 00 0. 00 H 

-7. 179 1. 00 0. 00 H 

-6. 523 1. 00 0. 00 H 

-4. 729 1. 00 0. 00 N 

-4. 743 1. 00 0. 00 C 

-5. 670 1. 00 0. 00 C 



WO 2004/016781 




PCT/JP2003/010288 





ATOM 


583 


0 


PRO A 


42154. 809 


13. 143 


-6. 569 


1. 00 


0. 00 0 




ATOM 


584 


CB 


FRO A 


42155. 827 


10. 332 


-5. 257 


1. 00 


0. 00 c 




ATOM 


585 


CG 


PRO A 


a a A f\ f\ A 

42154. 804 


9. 291 


-4. 963 


1. 00 


0. 00 c 




ATOM 


586 


CD 


PRO A 


42153. 476 


9. 973 


-5. 113 


1. 00 


0. 00 c 


5 


ATOM 


587 


HA 


PRO A 


42155. 585 


11. 847 


-3. 750 


1. 00 


0. 00 H 




ATOM 


588 


1HB 


PRO A 


42156. 016 


10. 414 


-6. 318 


1. 00 


0. 00 H 




ATOM 


589 


2HB 


PRO A 


42156. 751 


10. 134 


-4. 734 


1. 00 


0. 00 H 




ATOM 


590 


1HG 


PRO A 


42154. 890 


8. 479 


-5. 669 


1. 00 


0. 00 H 




ATOM 


591 


2HG 


PRO A 


42154. 927 


8. 927 


-3. 953 


1. 00 


0. 00 H 


10 


ATOM 


592 


1HD 


PRO A 


42153. 137 


9. 919 


-6. 137 


1. 00 


0. 00 H 




ATOM 


593 


2HD 


PRO A 


42152. 747 


9. 536 


-4. 447 


1. 00 


0. 00 H 




ATOM 


594 


N 


PRO A 


43156. 753 


13. 407 


-5. 462 


1. 00 


0. 00 , N 




ATOM 


595 


CA 


PRO A 


43157. 213 


14. 530 


-6. 284 


1. 00 


0. 00 c 




ATOM 


596 


C 


PRO A 


43157. 626 


14. 090 


-7. 683 


1. 00 


0. 00 c 


15 


ATOM 


597 


0 


PRO A 


43158. 795 


13. 796 


-7. 932 


1.00 


0. 00 0 




ATOM 


598 


CB 


PRO A 


43158. 423 


15. 058 


-5. 515 


1. 00 


0. 00 c 




ATOM 


599 


CG 


PRO A 


43158. 933 


13. 883 


-4. 755 


1. 00 


0. 00 c 




ATOM 


600 


CD 


PRO A 


43157. 726 


13. 053 


-4. 412 


1. 00 


0. 00 c 




ATOM 


601 


HA 


PRO A 


43156. 462 


15. 302 


-6. 357 


1. 00 


0. 00 H 


20 


ATOM 


602 


1HB 


PRO A 


43159. 160 


15. 428 


-6. 213 


1. 00 


0. 00 H 




ATOM 


603 


2HB 


PRO A 


43158. 114 


15. 853 


-4. 853 


1. 00 


0. 00 H 




ATOM 


604 


1HG 


PRO A 


43159. 615 


13. 316 


-5. 371 


1. 00 


0. 00 H 




ATOM 


605 


2HG 


PRO A 


43159. 427 


14. 216 


-3. 854 


1. 00 


0. 00 H 




ATOM 


606 


1HD 


PRO A 


43157. 968 


12. 001 


-4. 451 


1. 00 


0. 00 H 


25 


ATOM 


607 


2HD 


PRO A 


43157. 350 


13. 319 


-3. 435 


1. 00 


0. 00 H 




ATOM 


608 


N 


GLY A 


44156. 661 


14. 046 


-8. 594 


1. 00 


0. 00 N 




ATOM 


609 


CA 


GLY A 


44156. 948 


13. 641 


-9. 955 


1. 00 


0.00 C 




ATOM 


610 


C 


GLY A 


44155.719 


13. 142 


-10. 686 


1. 00 


0.00 C 




ATOM 


611 


0 


GLY A 


44155.429 


13. 581 


-11. 798 


1.00 


0.00 0 



WO 2004/016781 




PCT/JP2003/0 10288 





ATOM 


612 


H 


GLY A 


A A 4 ^ P? A f\ 

44155. 746 


14. 291 


-8. 339 


1. 00 


0. 00 H 




ATOM 


613 


1HA 


GLY A 


44157. 353 


14.485 • 


-10. 492 


1. 00 


0. 00 H 




ATOM 


614 


2HA 


GLY A 


44157. 686 


12. 852 


-9. 937 


1. 00 


0. 00 H 




ATOM 


615 


N 


LEU A 


45154. 993 


12. 221 • 


-10. 061 


1. 00 


0. 00 N 


5 


ATOM 


616 


CA 


LEU A 


45153. 788 


11. 663 • 


-10. 664 


1. 00 


0. 00 C 




ATOM 


617 


C 


LEU A 


45152. 574 


11. 905 


-9. 775 


1. 00 


0. 00 c 




ATOM 


618 


0 


LEU A 


45152. 479 


11. 353 


-8. 678 


1. 00 


0. 00 0 




ATOM 


619 


CB 


LEU A 


45153. 963 


10. 164 


-10. 912 


1. 00 


0. 00 c 




ATOM 


620 


CG 


LEU A 


45154. 528 


9. 373 


-9. 731 


1. 00 


0. 00 c 


10 


ATOM 


621 


CD1 


LEU A 


45154. 196 


7. 893 


-9. 869 


1. 00 


0.00 c 




ATOM 


622 


CD 2 


LEU A 


45156.033 


9. 581 


-9. 623 


1. 00 


0. 00 c 




ATOM 


623 


H 


LEU A 


45155. 274 


11. 910 


-9. 172 


1. 00 


0. 00 H 




ATOM 


624 


HA 


LEU A 


45153. 631 


12. 160 


-11. 609 


1. 00 


0. 00 H 




ATOM 


625 


1HB 


LEU A 


45152.999 


9. 749 


-11. 171 


1. 00 


0. 00 H 


15 


ATOM 


626 


2HB 


LEU A 


45154. 627 


10. 036 


-11. 753 


1. 00 


0. 00 H 




ATOM 


627 


HG 


LEU A 


45154. 074 


9. 733 


-8. 819 


1. 00 


0. 00 H 




ATOM 


628 


1HD1 


LEU A 


45155. 108 


7. 328 


-9. 994 


1. 00 


0. 00 H 




ATOM 


629 


2HD1 


LEU A 


45153. 559 


7. 745 


-10. 729 


1. 00 


0. 00 H 




ATOM 


630 


3HD1 


LEU A 


45153. 683 


7. 556 


-8. 980 


1. 00 


0. 00 H 


20 


ATOM 


631 


1HD2 


LEU A 


45156. 520 


8. 626 


-9. 487 


1. 00 


0. 00 H 




ATOM 


632 


2HD2 


LEU A 


45156. 249 


10. 218 


-8. 778 


1. 00 


0. 00 H 




ATOM 


633 


3HD2 


LEU A 


45156. 399 


10. 046 


-10. 527 


1. 00 


0. 00 H 




ATOM 


634 


N 


ASN A 


46151. 645 


12. 727 


-10. 251 


1. 00 


0. 00 N 




ATOM 


635 


CA 


ASN A 


46150. 441 


13. 026 


-9. 488 


1. 00 


0. 00 c 


25 


ATOM 


636 


C 


ASN A 


46149. 495 


11. 831 


-9. 497 


1. 00 


0. 00 C 




ATOM 


637 


0 


ASN A 


46148. 874 


11. 524 


-10. 514 


1. 00 


0. 00 0 




ATOM 


638 


CB 


ASN A 


46149.739 


14. 255 


-10. 072 


1. 00 


0.00 c 




ATOM 


639 


CG 


ASN A 


46148. 563 


14. 706 


-9. 230 


1. 00 


0. 00 c 




ATOM 


640 


0D1 


ASN A 


46148. 686 


15. 612 


-8. 405 


1. 00 


0.00 0 



WO 2004/016781 





ATOM 


641 


ND2 ASN A 




ATOM 


642 


H 


ASN A 




ATOM 


643 


HA 


ASN A 




ATOM 


644 


1HB 


ASN A 


5 


ATOM 


645 


2HB 


ASN A 




ATOM 


646 


1HD2 ASN A 




ATOM 


647 


2HD2 ASN A 




ATOM 


648 


N 


AT TT 1 

GLU A 




ATOM 


649 


n A 

CA 


AT TT A 

GLU A 


10 


ATOM 


650 


C 


GLU A 




ATOM 


651 


0 


Pi TT A 

GLU A 




ATOM 


652 


CB 


GLU A 




ATOM 


653 


CG 


GLU A 




ATOM 


654 


CD 


/"\T TT A 

GLU A 


15 


ATOM 


655 


OEl 


/-% T TT A 

GLU A 




ATOM 


656 


0E2 


GLU A 




ATOM 


657 


TT 

H 


riT TT A 

GLU A 




ATOM 


658 


HA 


GLU A 




ATOM 


659 


lHB 


GLU A 


20 


ATOM 


660 


2HB 


GLU A 




ATOM 


661 


lHG 


GLU A 




ATOM 


662 


2HG 


GLU A 




ATOM 


663 


N 


VAL A 




ATOM 


664 


CA 


VAL A 


25 


ATOM 


665 


C 


VAL A 




ATOM 


666 


0 


VAL A 




ATOM 


667 


CB 


VAL A 




ATOM 


668 


CGI VAL A 




ATOM 


669 


CG2 VAL A 




PCT/JP2003/010288 



46147. 412 14. 076 -9. 434 1. 00 0. 00 N 

46151. 772 13. 136 -11. 132 1.00 0. 00 H 

46150.733 13.235 -8.470 1.00 0. 00 H 

46150.446 15.069 -10.133 1.00 0. 00 H 

46149.380 14.019 -11.063 1.00 0. 00 H 

46147.388 13.364 -10.107 1.00 0. 00 H 

46146.634 14.347 -8.904 1.00 0. 00 H 

47149.392 11.160 -8.355 1.00 0. 00 N 

47148. 524 9. 997 -8. 225 1. 00 0. 00 C 

47148.343 9.616 -6.760 1.00 0. 00 C 

47149.314 9.320 -6.062 1.00 0.00 0 

47149.102 8.811 -9.002 1.00 0. 00 C 

47150.614 8.691 -8.904 1.00 0. 00 C 

47151. 193 7. 746 -9. 937 1.00 0. 00 C 

47151.247 8.126 -11.126 1.00 0.00 0 

47151.593 6.624 -9.558 1.00 0.00 0 

47149.915 11.454 -7.580 1.00 0. 00 H 

47147.562 10.254 -8.639 1.00 0. 00 H 

47148.664 7.899 -8.623 1.00 0. 00 H 



47148. 839 


8. 918 


-10. 045 


1. 00 


0.00 H 


47151. 050 


9. 668 


-9. 


048 


1. 00 


0. 00 H 


47150. 871 


8. 326 


-7. 


919 


1. 00 


0.00 H 


48147. 098 


9. 615 


-6. 


297 


1. 00 


0.00 N 


48146. 805 


9. 258 


-4. 


915 


1. 00 


0.00 C 


48147. 146 


7. 796 


-4. 


656 


1. 00 


0.00 C 


48146. 386 


6. 897 


-5. 


018 


1. 00 


0. 00 0 


48145. 323 


9. 499 


-4. 


571 


1. 00 


0.00 C 


48145. 083 


9. 313 


-3. 


081 


1. 00 


0.00 C 


48144. 890 


10. 887 


-5. 


018 


1. 00 


0.00 C 
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692 





ATOM 


670 


H VAL A 


48146. 361 


9. 852 




ATOM 


671 


HA VAL A 


48147. 412 


9. 879 




ATOM 


672 


HB VAL A 


48144. 727 


8. 771 




ATOM 


673 


1HG1 VAL A 


48144. 209 


9. 875 


5 


ATOM 


674 


2HG1 VAL A 


48145. 942 


9. 666 




ATOM 


675 


3HG1 VAL A 


48144. 926 


8. 266 




ATOM 


676 


1HG2 VAL A 


48145. 750 


11. 539 




ATOM 


677 


2HG2 VAL A 


48144. 166 


11. 281 




ATOM 


678 


3HG2 VAL A 


48144. 447 


10. 826 


10 


ATOM 


679 


N LEU A 


49148. 295 


7. 563 




ATOM 


680 


CA LEU A 


49148. 739 


6. 208 




ATOM 


681 


C LEU A 


49148. 632 


5. 922 




ATOM 


682 


0 LEU A 


49149. 299 


6. 560 




ATOM 


683 


CB LEU A 


49150. 182 


6. 006 


15 


ATOM 


684 


CG LEU A 


49150. 428 


6. 287 




ATOM 


685 


CD1 LEU A 


49151. 849 


6. 781 




ATOM 


686 


CD 2 LEU A 


49150. 158 


5. 040 




ATOM 


687 


H LEU A 


49148. 860 


8. 319 




ATOM 


688 


HA LEU A 


49148. 099 


5. 522 


20 


ATOM 


689 


1HB LEU A 


49150. 820 


6. 658 




ATOM 


690 


2HB LEU A 


49150. 464 


4. 984 




ATOM 


691 


HG LEU A 


49149. 750 


7. 062 




ATOM 


692 


1HD1 LEU A 


49152. 547 


6. 036 




ATOM 


693 


2HD1 LEU A 


49151. 999 


7. 702 


25 


ATOM 


694 


3HD1 LEU A 


49152. 009 


6. 954 




ATOM 


695 


1HD2 LEU A 


49150. 289 


4. 162 




ATOM 


696 


2HD2 LEU A 


49150. 848 


5. 003 




ATOM 


697 


3HD2 LEU A 


49149. 146 


5. 069 




ATOM 


698 


N ALA A 


50147. 787 


4. 960 
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6. 898 1. 00 0. 00 H 

4. 272 1. 00 0. 00 H 

5. 102 1. 00 0. 00 H 
•2. 784 1. 00 0. 00 H 
•2. 530 1. 00 0. 00 H 
-2. 869 1. 00 0. 00 H 
-5. 052 1. 00 0. 00 H 
-4.321 1.00 0. 00 H 
-6. 002 1. 00 0. 00 H 
-4. 031 1. 00 0. 00 N 
-3. 730 1. 00 0. 00 C 
-2. 238 1. 00 0. 00 C 
-1. 424 1. 00 0. 00 0 
-4. 198 1. 00 0. 00 C 
-5. 680 1. 00 0. 00 C 
-5. 902 1. 00 0. 00 C 
-6. 509 1. 00 0. 00 C 
-3.769 1.00 0.00 H 
-4. 264 1. 00 0. 00 H 
-3. 618 1. 00 0. 00 H 
-3. 996 1. 00 0. 00 H 
-6.010 1.00 0. 00 H 
-5.550 1.00 0. 00 H 
-5. 358 1. 00 0.00 H 
-6.956 1. 00 0.00 H 
-5. 893 1. 00 0. 00 H 
-7.339 1.00 0. 00 H 
-6. 884 1. 00 0. 00 H 
-1.886 1. 00 0.00 N 



WO 2004/016781 d^k\ 

W 693 





ATOM 


699 


A A 

CA 


ATA A 

ALA A 


r f\ •% An C f\ A 

50147. 594 


A tZ (\ A 

4. 594 




A TAAf 

ATOM 


f7 A A 

700 


c 


ATA A 

ALA A 


50148. 531 


3. 460 




ATOM 


*7 A 1 

701 


0 


ATA A 

ALA A 


r a 1 a r> jinn 

50148. 422 


n n a n 

2. 343 




ATOM 


702 


n n 

CB 


ATA A 

ALA A 


50146. 146 


>l O A 1 

4. 20 1 


5 


A T /"Ml I 

ATOM 


703 


H 


ATA A 

ALA A 


r a 1 j /7 nnn 

50147. 282 


4. 487 




ATOM 


704 


HA 


ALA A 


50147. 815 


5. 463 




ATOM 


705 


IHB 


ALA A 


r- r\ i A f ft t\ r 

50145. 605 


5. 046 




ATOM 


706 


2HB 


ALA A 


50146. 110 


3. 384 




ATOM 


707 


3HB 


ALA A 


50145. 693 


3. 891 


10 


ATOM 


708 


N 


GLY A 


51149. 450 


3. 755 




ATOM 


709 


CA 


GLY A 


51150. 391 


2. 748 




ATOM 


710 


C 


GLY A 


51149. 725 


l. 666 




ATOM 


711 


0 


GLY A 


51149. 237 


l. 926 




ATOM 


712 


H 


GLY A 


51149. 488 


4. 662 


15 


ATOM 


713 


1HA 


GLY A 


51150. 860 


2. 293 




ATOM 


714 


2HA 


GLY A 


51151. 151 


3. 228 




ATOM 


715 


N 


LEU A 


52149. 706 


0. 446 




ATOM 


716 


CA 


LEU A 


52149. 094 


-0. 678 




ATOM 


717 


C 


LEU A 


52150. 156 


-l. 557 


20 


ATOM 


718 


0 


LEU A 


52151. 144 


-1. 930 




ATOM 


719 


CB 


LEU A 


52148. 255 


-1. 510 




ATOM 


720 


CG 


LEU A 


52147. 027 


-0. 797 




ATOM 


721 


CDl 


LEU A 


52146. 656 


-1. 374 




ATOM 


722 


CD2 LEU A 


52145. 856 


-0. 901 


25 


ATOM 


723 


H 


LEU A 


52150. 1 12 


0. 301 




ATOM 


724 


HA 


LEU A 


52148. 449 


-0. 281 




ATOM 


725 


IHB 


LEU A 


52148. 886 


-1. 809 




ATOM 


726 


2HB 


LEU A 


52147. 920 


-2. 398 




ATOM 


727 


HG 


LEU A 


52147. 257 


0.250 
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0. 491 1. 00 0. 00 C 

0. 087 1. 00 0. 00 C 

0. 593 1. 00 0. 00 0 

0. 243 1. 00 0. 00 C 

•2. 581 1. 00 0. 00 H 

0. Ill 1. 00 0. 00 H 

0. 156 1. 00 0. 00 H 

0. 464 1. 00 0. 00 H 

-1. 174 1. 00 0. 00 H 

0. 827 1. 00 0. 00 N 

1. 282 1. 00 0. 00 C 

2. 108 1. 00 0. 00 C 

3. 208 1. 00 0. 00 0 
1. 195 1. 00 0. 00 H 

0. 422 1. 00 0. 00 H 

1. 882 1. 00 0. 00 H 

1. 578 1. 00 0. 00 N 

2. 275 1. 00 0. 00 C 
2. 930 1. 00 0. 00 C 

2. 298 1. 00 0. 00 0 
1. 303 1. 00 0. 00 C 

0. 733 1. 00 0. 00 C 
-0. 623 1. 00 0. 00 C 

1. 699 1. 00 0. 00 C 
0. 699 1. 00 0. 00 H 

3. 043 1. 00 0. 00 H 
0. 479 1. 00 0. 00 H 
1.818 1.00 0. 00 H 
0. 599 1. 00 0. 00 H 
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ATOM 


728 


1HD1 


LEU A 


52146. 232 


-0. 597 




ATOM 


729 


2HD1 


LEU A 


52145. 932 


-2. 164 




ATOM 


730 


3HD1 


LEU A 


52147. 540 


-1. 772 




ATOM 


731 


1HD2 


LEU A 


52145. 091 


-0. 194 


5 


ATOM 


732 


2HD2 


LEU A 


52146. 195 


-0. 683 




ATOM 


733 


3HD2 


LEU A 


52145. 451 


-1. 902 




ATOM 


734 


N 


GLU A 


53149. 943 


-1. 883 




ATOM 


735 


CA 


GLU A 


53150. 879 


-2.718 




ATOM 


736 


C 


GLU A 


53150. 370 


-4. 152 


10 


ATOM 


737 


0 


GLU A 


53149. 391 


-4. 428 




ATOM 


738 


CB 


GLU A 


53151. 104 


-2. 147 




ATOM 


739 


CG 


GLU A 


53152. 097 


-2. 944 




ATOM 


740 


CD 


GLU A 


53151. 658 


-3. 099 




ATOM 


741 


0E1 


GLU A 


53152. 533 


-3. 087 


15 


ATOM 


742 


0E2 


GLU A 


53150. 440 


-3. 234 




ATOM 


743 


H 


GLU A 


53149. 136 


-1. 555 




ATOM 


744 


HA 


GLU A 


53151. 818 


-2.717 




ATOM 


745 


1HB 


GLU A 


53151. 471 


-1. 135 




ATOM 


746 


2HB 


GLU A 


53150. 160 


-2. 132 


20 


ATOM 


747 


1HG 


GLU A 


53152. 204 


-3. 926 




ATOM 


748 


2HG 


GLU A 


53153. 050 


-2. 436 




ATOM 


749 


N 


LEU A 


54151. 041 


-5. 061 




ATOM 


750 


CA 


LEU A 


54150. 656 


-6. 467 




ATOM 


751 


C 


LEU A 


54150. 899 


-7. 091 


25 


ATOM 


752 


0 


LEU A 


54151. 876 


-6. 768 




ATOM 


753 


CB 


LEU A 


54151. 434 


-7. 236 




ATOM 


754 


CG 


LEU A 


54151. 427 


-6. 598 




ATOM 


755 


CD1 LEU A 


54152. 665 


-7. 009 




ATOM 


756 


CD 2 LEU A 


54150. 165 


-6. 983 



PCT7JP2003/010288 

1. 241 1. 00 0. 00 H 

0. 491 1. 00 0. 00 H 

1. 100 1. 00 0. 00 H 

1. 415 1. 00 0. 00 H 

2. 701 1. 00 0. 00 H 
1. 665 1. 00 0. 00 H 
4. 200 1. 00 0. 00 N 

4. 942 1. 00 0. 00 C 

5. 040 1. 00 0. 00 C 

5. 733 1. 00 0. 00 0 

6. 344 1. 00 0. 00 C 

7. 174 1. 00 0. 00 C 

8. 617 1. 00 0. 00 C 

9. 508 1. 00 0. 00 0 
8. 856 1. 00 0. 00 0 
4. 650 1. 00 0. 00 H 
4. 409 1. 00 0. 00 H 
6. 254 1. 00 0. 00 H 
6. 869 1. 00 0. 00 H 

6. 738 1. 00 0. 00 H 

7. 156 1. 00 0. 00 H 
4. 341 1. 00 0. 00 N 

4. 348 1. 00 0. 00 C 

5. 718 1. 00 0. 00 C 

6. 394 1. 00 0. 00 0 
3. 279 1. 00 0. 00 C 
1. 888 1. 00 0. 00 C 
1. 107 1. 00 0. 00 C 
1. 133 1. 00 0. 00 C 
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^ 695 

757 H LEU A 54151.813 -4.779 3.806 1.00 0. 00 H 

758 HA LEU A 54149.601 -6.523 4.122 1. 00 0. 00 H 

759 1HB LEU A 54152.460 -7.326 3.606 1.00 0. 00 H 

760 2HB LEU A 54151.011 -8.226 3.197 1.00 0. 00 H 

761 HG LEU A 54151.440 -5.522 1.993 1.00 0. 00 H 

762 1HD1 LEU A 54153.501 -7.113 1.783 1.00 0. 00 H 

763 2HD1 LEU A 54152. 893 -6. 252 0. 369 1. 00 0. 00 H 

764 3HD1 LEU A 54152.483 -7.950 0.611 1.00 0. 00 H 

765 1HD2 LEU A 54150.389 -7.075 0.080 1.00 0. 00 H 

766 2HD2 LEU A 54149. 412 -6. 221 1. 276 1. 00 0. 00 H 

767 3HD2 LEU A 54149. 796 -7. 927 1. 506 1. 00 0. 00 H 

768 N GLU A 55150.004 -7.986 6.123 1.00 0. 00 N 

769 CA GLU A 55150.121 -8.655 7.413 1.00 0. 00 C 

770 C GLU A 55151.205 -9.727 7.374 1.00 0. 00 C 

771 0 GLU A 55151.863 -9.996 8.379 1.00 0.00 0 

772 CB GLU A 55148.783 -9.281 7.810 1.00 0. 00 C 

773 CG GLU A 55147.655 -8.271 7.941 1.00 0. 00 C 

774 CD GLU A 55147.697 -7.519 9.258 1.00 0. 00 C 

775 0E1 GLU A 55147.737 -6.271 9.226 1.00 0.00 0 

776 0E2 GLU A 55147.688 -8.177 10.318 1.00 0.00 0 

777 H GLU A 55149.246 -8.201 5.540 1.00 0. 00 H 

778 HA GLU A 55150.393 -7.912 8.148 1.00 0. 00 H 

779 1HB GLU A 55148.502 -10.007 7.061 1.00 0. 00 H 

780 2HB GLU A 55148.901 -9.783 8.759 1.00 0. 00 H 

781 1HG GLU A 55147.730 -7.558 7.135 1.00 0. 00 H 

782 2HG GLU A 55146.711 -8.794 7.873 1.00 0. 00 H 

783 N ASP A 56151.387 -10.336 6.207 1.00 0. 00 N 

784 CA ASP A 56152.392 -11.378 6.037 1.00 0. 00 C 

785 C ASP A 56153.662 -10.814 5.410 1.00 0. 00 C 





ATOM 




ATOM 




ATOM 




ATOM 


5 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


10 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


15 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


20 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


25 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 
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ATOM 


786 


0 


ASP A 


56153. 605 - 


1 n n. o n 

-10. 068 




ATOM 


787 


CB 


ASP A 


56151. 840 • 


-12. 511 




ATOM 


788 


CG 


ASP A 


56152. 436 ■ 


-13. 858 




ATOM 


789 


0D1 


ASP A 


56153. 294 ■ 


-14. 350 


5 


ATOM 


790 


0D2 ASP A 


56152. 044 ■ 


-14. 421 




ATOM 


791 


H 


ASP A 


56150. 831 • 


-10. 078 




ATOM 


792 


HA 


A O T* A 

ASP A 


56152. 631 


-11. 771 




ATOM 


793 


1HB 


ASP A 


56150. 769 


-12. 566 




ATOM 


794 


2HB 


ASP A 


56152. 063 


-12. 302 


10 


ATOM 


795 


N 


GLU A 


57154. 808 


-11. 175 




ATOM 


796 


CA 


GLU A 


57156. 092 


-10. 704 




ATOM 


797 


C 


GLU A 


57156. 441 


-11. 384 




ATOM 


798 


0 


GLU A 


57156. 953 


-12. 504 




ATOM 


799 


CB 


GLU A 


57157. 194 


-10. 967 


15 


ATOM 


800 


CG 


GLU A 


57156. 991 


-10. 226 




ATOM 


801 


CD 


GLU A 


57157. 319 


-11. 081 




ATOM 


802 


0E1 


/"IT TT A 

GLU A 


57158. 151 


-10. 648 




ATOM 


803 


0E2 


HT TT A 

GLU A 


57156. 742 


-12. 181 




ATOM 


804 


TT 

H 


pT TT * 

GLU A 


57154. 788 


-11. 772 


20 


ATOM 


805 


TT A 

HA 


r»T TT A 

GLU A 


57156. 014 


-9. 640 




ATOM 


806 


1HB 


GLU A 


57157. 229 


-12. 025 




ATOM 


807 


2HB 


GLU A 


57158. 141 


-10. 661 




ATOM 


808 


1HG 


GLU A 


57157. 631 


-9. 357 




ATOM 


809 


2HG 


GLU A 


57155. 960 


-9. 914 


25 


ATOM 


810 


N 


CYS A 


58156. 161 


-10. 700 




ATOM 


811 


CA 


CYS A 


58156. 444 


-11. 239 




ATOM 


812 


C 


CYS A 


58157. 694 


-10. 595 




ATOM 


813 


0 


CYS A 


58157. 820 


-9. 370 




ATOM 


814 


CB 


CYS A 


58155. 251 


-11.016 
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4. 432 1. 00 0. 00 0 

5. 169 1. 00 0. 00 C 

5. 527 1. 00 0. 00 C 

4. 764 1. 00 0. 00 0 

6. 570 1. 00 0. 00 0 

5. 442 1. 00 0. 00 H 

7. 014 1. 00 0. 00 H 
5. 297 1. 00 0. 00 H 

4. 132 1. 00 0. 00 H 

5. 978 1. 00 0. 00 N 

5. 475 1. 00 0. 00 C 
4. 155 1. 00 0. 00 C 

4. 137 1. 00 0. 00 0 

6. 503 1. 00 0. 00 C 

7. 815 1. 00 0. 00 C 
9. 024 1. 00 0. 00 C 
9. 848 1. 00 0. 00 0 
9. 146 1. 00 0. 00 0 
6.755 1.00 0. 00 H 

5. 309 1. 00 0. 00 H 

6. 714 1. 00 0. 00 H 

6. 085 1. 00 0. 00 H 

7. 824 1. 00 0. 00 H 
7. 880 1. 00 0. 00 H 
3. 051 1. 00 0. 00 N 
1. 725 1. 00 0. 00 C 
1. 132 1. 00 0. 00 C 
1. 106 1.00 0.00 0 
0. 795 1. 00 0. 00 C 
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ATOM 


815 


SG 


CYS A 


58154. 052 - 


-12. 369 


A H A £* 

0. 796 


L 00 


A A A O 

0. 00 s 




ATOM 


816 


H 


CYS A 


58155. 753 


ft n -t o 

-9. 813 


O < ft ft 

3. 129 


1 A A 

l. 00 


A A A TT 

0. 00 H 




ATOM 


817 


HA 


CYS A 


58156. 616 • 


-12. 300 


-« ft ft ft 

1. 829 


-t A A 

l. 00 


A ft ft TT 

0. 00 H 




ATOM 


818 


1HB 


CYS A 


58154. 732 • 


-10. 118 


i ft ft r" 

1. 095 


1 ft ft 

l. 00 


A ft ft TT 

0. 00 H 


5 


ATOM 


819 


2HB 


CYS A 


58155. 610 


-10. 895 


-0. 217 


■i ft ft 

l. 00 


ft ft ft TT 

0. 00 H 




ATOM 


820 


HG 


CYS A 


58154. 536 


-13. 194 


0. 873 


l. 00 


0. 00 H 




ATOM 


821 


N 


ALA A 


59158. 615 


-11. 427 


0. 659 


■4 ft ft 

l. 00 


0. 00 N 




ATOM 


822 


CA 


ALA A 


59159. 854 


-10. 940 


0. 067 


l. 00 


0. 00 c 




ATOM 


823 


C 


ALA A 


59159. 574 


-10. 076 


-1. 158 


l. 00 


0. 00 C 


10 


ATOM 


824 


0 


ALA A 


59158. 805 


-10. 461 


-2. 039 


l. 00 


0. 00 0 




ATOM 


825 


CB 


ALA A 


59160. 757 


-12. 107 


-0. 303 


l. 00 


0. 00 C 




ATOM 


826 


H 


ALA A 


59158. 457 


-12. 393 


0. 709 


l. 00 


0. 00 H 




ATOM 


827 


HA 


ALA A 


59160. 364 


-10. 341 


0. 807 


l. 00 


0. 00 H 




ATOM 


828 


1HB 


ALA A 


59161. 408 


-12. 335 


0. 527 


l. 00 


0. 00 H 


15 


ATOM 


829 


2HB 


ALA A 


59161. 351 


-11. 843 


-1. 165 


l. 00 


0. 00 H 




ATOM 


830 


3HB 


ALA A 


59160. 152 


-12. 971 


-0. 534 


l. 00 


0. 00 H 




ATOM 


831 


N 


GLY A 


60160. 204 


-8. 906 


-1. 208 


l. 00 


0. 00 N 




ATOM 


832 


CA 


GLY A 


60160. 010 


-8. 006 


-2. 329 


l. 00 


0. 00 C 




ATOM 


833 


C 


GLY A 


60159. 225 


-6. 766 


-1. 949 


l. 00 


0. 00 C 


20 


ATOM 


834 


0 


GLY A 


60158. 535 


-6. 180 


-2. 783 


l. 00 


0. 00 0 




ATOM 


835 


H 


GLY A 


60160. 804 


-8. 652 


-0. 477 


l. 00 


0. 00 H 




ATOM 


836 


1HA 


GLY A 


60160. 975 


-7. 706 


-2. 707 


l. 00 


0. 00 H 




ATOM 


837 


2HA 


GLY A 


60159. 477 


-8. 530 


-3. 110 


l. 00 


ft ft ft TT 

0. 00 H 




ATOM 


838 


N 


CYS A 


61159. 329 


-6. 366 


-0. 686 


l. 00 


ft ft ft \T 

0. 00 N 


25 


ATOM 


839 


CA 


CYS A 


61158. 623 


-5. 188 


-0. 197 


l. 00 


0. 00 C 




ATOM 


840 


C 


CYS A 


61159. 522 


-4. 353 


0.710 


l. 00 


0. 00 C 




ATOM 


841 


0 


CYS A 


61160. 429 


-4. 877 


1. 354 


l. 00 


0.00 0 




ATOM 


842 


CB 


CYS A 


61157. 360 


-5. 602 


0. 561 


l. 00 


0. 00 C 




ATOM 


843 


SG 


CYS A 


61156. 284 


-6. 726 


-0. 360 


l. 00 


0.00 s 
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W 698 





ATOM 


844 


H 


CYS A 


61159. 895 


-6. 875 




ATOM 


845 


HA 


CYS A 


61158. 341 


-4. 592 




ATOM 


846 : 


1HB 


CYS A 


61157. 645 


-6. 098 




ATOM 


847 2HB 


CYS A 


61156. 786 


-4. 718 


5 


ATOM 


848 


HG 


CYS A 


61156. 605 


-6. 771 




ATOM 


849 


N 


THR A 


62159. 263 


-3. 050 




ATOM 


850 


CA 


THR A 


62160. 048 


-2. 141 




ATOM 


851 


C 


THR A 


62159. 462 


-2. 040 




ATOM 


852 


0 


THR A 


62158. 532 


-2. 766 


10 


ATOM 


853 


CB 


THR A 


62160. 105 


-0. 754 




ATOM 


854 


0G1 


THR A 


62158. 834 


-0. 131 




ATOM 


855 


CG2 THR A 


62160. 560 


-0. 781 




ATOM 


856 


H 


THR A 


62158. 526 


-2. 691 




ATOM 


857 


HA 


THR A 


62161. 050 


-2. 538 


15 


ATOM 


858 


HB 


THR A 


62160. 802 


-0. 141 




ATOM 


859 


HG1 


THR A 


62158. 197 


-0. 673 




ATOM 


860 


1HG2 


THR A 


62160. 960 


0. 185 




ATOM 


861 


2HG2 THR A 


62159. 718 


-1.013 




ATOM 


862 


3HG2 


THR A 


62161. 323 


-1. 535 


20 


ATOM 


863 


N 


ASP A 


63160. 015 


-1. 136 




ATOM 


864 


CA 


ASP A 


63159. 548 


-0. 940 




ATOM 


865 


C 


ASP A 


63158. 836 


0. 401 




ATOM 


866 


0 


ASP A 


63158. 879 


1. 026 




ATOM 


867 


CB 


ASP A 


63160. 722 


-1.016 


25 


ATOM 


868 


CG 


ASP A 


63161. 782 


0. 030 




ATOM 


869 


0D1 


. ASP A 


63161. 485 


1.233 




ATOM 


870 


0D2 ASP A 


63162. 907 


-0. 355 




ATOM 


871 


H 


ASP A 


63160. 755 


-0. 588 




ATOM 


872 


HA 


ASP A 


63158. 850 


-1.731 
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0. 068 1. 00 0. 00 H 

1. 051 1. 00 0. 00 H 
1. 477 1. 00 0. 00 H 
0. 799 1. 00 0. 00 H 
•1. 263 1. 00 0. 00 H 

0. 752 1. 00 0. 00 N 

1. 580 1. 00 0. 00 C 

2. 984 1. 00 0. 00 C 

3. 333 1. 00 0. 00 0 
0. 938 1. 00 0. 00 C 
0. 977 1. 00 0. 00 0 

-0. 506 1. 00 0. 00 C 

0. 215 1. 00 0. 00 H 

1. 648 1. 00 0. 00 H 
1. 492 1. 00 0. 00 H 
0. 507 1. 00 0. 00 H 

-0. 775 1. 00 0. 00 H 
-1. 143 1. 00 0. 00 H 
-0. 629 1. 00 0. 00 H 
3. 787 1. 00 0. 00 N 
5. 154 1. 00 0. 00 C 

5. 299 1. 00 0. 00 C 

6. 359 1. 00 0. 00 0 
6. 132 1. 00 0. 00 C 

5. 845 1. 00 0. 00 C 

6. 000 1. 00 0. 00 0 
5. 466 1. 00 0. 00 0 
3. 452 1. 00 0. 00 H 
5. 383 1. 00 0. 00 H 
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699 





ATOM 


873 


1HB 


ASP A 


63160. 356 


-0. 864 




ATOM 


874 : 


2HB 


ASP A 


63161. 177 


-1. 994 




ATOM 


875 


N 


GLY A 


64158. 182 


0. 836 




ATOM 


876 


CA 


GLY A 


64157. 471 


2. 101 


5 


ATOM 


877 


C 


GLY A 


64158. 195 


3. 190 




ATOM 


878 


0 


GLY A 


64158. 313 


4. 319 




ATOM 


879 


H 


GLY A 


64158. 183 


0. 295 




ATOM 


880 


1HA 


GLY A 


64156.492 


1. 960 




ATOM 


881 


2HA 


GLY A 


64157. 358 


2. 414 


10 


ATOM 


882 


N 


THR A 


65158. 679 


2. 851 




ATOM 


883 


CA 


THR A 


65159. 394 


3. 809 




ATOM 


884 


C 


THR A 


65159. 012 


3. 644 




ATOM 


885 


0 


THR A 


65159. 220 


2. 584 




ATOM 


886 


CB 


THR A 


65160. 905 


3. 634 


15 


ATOM 


887 


0G1 


THR A 


65161. 228 


2. 278 




ATOM 


888 


CG2 THR A 


65161. 481 


4. 460 




ATOM 


889 


H 


THR A 


65158. 552 


1. 935 




ATOM 


890 


HA 


THR A 


65159. 118 


4. 801 




ATOM 


891 


HB 


THR A 


65161. 396 


3. 936 


20 


ATOM 


892 


HG1 


THR A 


65161. 181 


1. 780 




ATOM 


893 


1HG2 THR A 


65161. 444 


5. 507 




ATOM 


894 


2HG2 THR A 


65162. 507 


4. 169 




ATOM 


895 


3HG2 THR A 


65160. 905 


4. 296 




ATOM 


896 


N 


PHE A 


66158. 451 


4. 700 


25 


ATOM 


897 


CA 


PHE A 


66158. 039 


4. 672 




ATOM 


898 


C 


PHE A 


66158. 944 


5. 556 




ATOM 


899 


0 


PHE A 


66159. 022 


6. 768 




ATOM 


900 


CB 


PHE A 


66156. 587 


5. 130 




ATOM 


901 


CG 


PHE A 


66155. 983 


4. 831 
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7. 136 1. 00 0. 00 H 

6. 063 1. 00 0. 00 H 

4. 227 1. 00 0. 00 N 

4. 255 1. 00 0. 00 C 
3. 488 1. 00 0. 00 C 
3. 964 1. 00 0. 00 0 
3. 410 1. 00 0. 00 H 
3. 823 1. 00 0. 00 H 

5. 283 1. 00 0. 00 H 
2. 299 1. 00 0. 00 N 
1.464 1.00 0.00 C 

-0. 003 1. 00 0. 00 C 

-0. 594 1. 00 0. 00 0 

1. 631 1. 00 0. 00 C 

1. 882 1. 00 0. 00 0 

2. 761 1. 00 0. 00 C 
1. 974 1. 00 0. 00 H 
1. 786 1. 00 0. 00 H 

0. 717 1. 00 0. 00 H 

1. 063 1. 00 0. 00 H 

2. 496 1. 00 0. 00 H 

2. 932 1. 00 0. 00 H 

3. 658 1. 00 0. 00 H 
-0. 585 1. 00 0. 00 N 
-1. 984 1. 00 0. 00 C 
-2. 835 1. 00 0.00 C 
-2. 624 1. 00 0. 00 0 
-2. 118 1. 00 0. 00 C 
-3. 461 1. 00 0. 00 C 
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700 





ATOM 


902 


CD1 


PHE A 


66155. 558 


5. 857 




ATOM 


903 


CD2 PHE A 


66155. 843 


3. 522 




ATOM 


904 


CE1 


PHE A 


66155. 003 


5. 583 




ATOM 


905 


CE2 PHE A 


66155. 289 


3. 242 


5 


ATOM 


906 


CZ 


PHE A 


66154. 869 


4. 274 




ATOM 


907 


H 


PHE A 


66158. 311 


5. 516 




ATOM 


908 


HA 


PHE A 


66158. 120 


3. 654 




ATOM 


909 


1KB 


PHE A 


66155. 989 


4. 635 




ATOM 


910 


2HB 


PHE A 


66156. 537 


6. 198 


10 


ATOM 


911 


KD1 


PHE A 


66155. 663 


6. 881 




ATOM 


912 


HD2 PHE A 


66156. 171 


2. 715 




ATOM 


913 


HE1 PHE A 


66154. 675 


6. 392 




ATOM 


914 


HE2 PHE A 


66155. 185 


2. 219 




ATOM 


915 


HZ 


PHE A 


66154.436 


4. 059 


15 


ATOM 


916 


N 


ARG A 


67159. 627 


4. 944 




ATOM 


917 


CA 


ARG A 


67160. 527 


5. 677 




ATOM 


918 


C 


ARG A 


67161. 640 


6. 352 




ATOM 


919 


0 


ARG A 


67162. 121 


7. 422 




ATOM 


920 


CB 


ARG A 


67159.750 


6. 723 


20 


ATOM 


921 


CG 


ARG A 


67158.753 


6. 124 




ATOM 


922 


CD 


ARG A 


67159. 346 


5. 998 




ATOM 


923 


NE 


ARG A 


67160.017 


4. 715 




ATOM 


924 


CZ 


ARG A 


67160. 796 


4. 438 




ATOM 


925 


NH1 ARG A 


67161. 005 


5. 349 


25 


ATOM 


926 


NH2 ARG A 


67161. 368 


3. 247 




ATOM 


927 


H 


ARG A 


67159. 522 


3. 978 




ATOM 


928 


HA 


ARG A 


67160. 969 


4.969 




ATOM 


929 


1KB 


ARG A 


67159. 211 


7. 358 




ATOM 


930 


2HB 


ARG A 


67160. 451 


7. 326 



PCT/JP2003/010288 

4. 289 1. 00 0. 00 C 

3. 894 1. 00 0. 00 C 

•5. 524 1. 00 0. 00 C 

•5. 129 1. 00 0. 00 C 

-5. 945 1. 00 0. 00 C 

-0. 062 1. 00 0. 00 H 

-2. 333 1. 00 0. 00 H 

-1. 368 1. 00 0. 00 H 

-1. 962 1. 00 0. 00 H 

-3. 961 1. 00 0. 00 H 

-3. 257 1. 00 0. 00 H 

-6. 160 1. 00 0. 00 H 

-5. 455 1. 00 0. 00 H 

-6. 911 1. 00 0. 00 H 

-3. 797 1. 00 0. 00 N 

-4. 680 1. 00 0. 00 C 

-3. 884 1. 00 0. 00 C 

-4. 257 1. 00 0. 00 0 

-5.481 1. 00 0. 00 C 

-6! 459 1. 00 0. 00 C 

-7. 853 1. 00 0. 00 C 

-8. 049 1. 00 0. 00 N 

-9. 092 1. 00 0. 00 C 

-10. 034 1. 00 0. 00 N 

-9. 193 1. 00 0. 00 N 

-3. 915 1. 00 0. 00 H 

-5. 364 1. 00 0. 00 H 

-4. 794 1. 00 0. 00 H 

-6. 039 1. 00 0. 00 H 
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701 





ATOM 


931 


1HG 


ARG A 


67158. 467 


5. 143 




ATOM 


932 


2HG 


ARG A 


67157. 881 


6. 759 




ATOM 


933 


1HD 


ARG A 


67158. 552 


6. 092 




ATOM 


934 2HD 


ARG A 


67160. 060 


6. 794 


5 


ATOM 


935 


HE 


ARG A 


67159. 880 


4. 024 




ATOM 


936 


1HH1 


ARG A 


67160. 577 


6. 251 




ATOM 


937 


2HH1 


ARG A 


67161. 592 


5. 135 




ATOM 


938 


1HH2 ARG A 


67161.215 


2. 556 




ATOM 


939 


2HH2 


ARG A 


67161. 954 


3. 039 


10 


ATOM 


940 


N 


GLY A 


68162. 043 


5. 720 




ATOM 


941 


CA 


GLY A 


68163. 095 


6. 274 




ATOM 


942 


C 


GLY A 


68162. 613 


7. 431 




ATOM 


943 


0 


GLY A 


68163. 389 


8. 322 




ATOM 


944 


H 


GLY A 


68161. 623 


4. 869 


15 


ATOM 


945 


1HA 


GLY A 


68163. 474 


5. 498 




ATOM 


946 


2HA 


GLY A 


68163. 897 


6. 619 




ATOM 


947 


N 


THR A 


69161. 329 


7.417 




ATOM 


948 


CA 


THR A 


69160. 744 


8. 474 




ATOM 


949 


C 


THR A 


69159. 926 


7. 886 


20 


ATOM 


950 


0 


THR A 


69158. 814 


7. 398 




ATOM 


951 


CB 


THR A 


69159. 861 


9. 382 




ATOM 


952 


0G1 


THR A 


69160. 594 


9. 906 




ATOM 


953 


CG2 


THR A 


69159. 281 


10. 550 




ATOM 


954 


H 


THR A 


69160. 760 


6. 679 


25 


ATOM 


955 


HA 


THR A 


69161. 551 


9. 059 




ATOM 


956 


HB 


THR A 


69159. 039 


8,801 




ATOM 


957 


HG1 


THR A 


69160. 330 


9. 460 




ATOM 


958 


1HG2 


THR A 


69159. 658 


10. 540 




ATOM 


959 


2HG2 


THR A 


69158. 203 


10. 469 
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-6. Ill 1.00 0. 00 H 

-6. 504 1. 00 0. 00 H 

-8. 578 1. 00 0. 00 H 

-7. 998 1. 00 0. 00 H 

-7. 368 1. 00 0. 00 H 

-9. 963 1. 00 0. 00 H 

10.814 1.00 0.00 H 

-8. 485 1. 00 0. 00 H 

-9. 976 1. 00 0. 00 H 

-2. 787 1. 00 0. 00 N 

-1. 957 1. 00 0. 00 C 

-1. 105 1. 00 0. 00 C 

-0. 761 1. 00 0. 00 0 

-2. 540 1. 00 0. 00 H 

-1. 309 1. 00 0. 00 H 

-2. 594 1. 00 0. 00 H 

-0. 764 1. 00 0. 00 N 

0. 054 1.00 0.00 C 

1. 199 1. 00 0. 00 C 
0. 995 1. 00 0. 00 0 

-0. 805 1. 00 0. 00 C 

-1. 897 1. 00 0. 00 0 

-0. 039 1. 00 0. 00 C 

-1. 068 1. 00 0. 00 H 

0. 467 1. 00 0. 00 H 

-1.197 1.00 0. 00 H 

-2. 705 1. 00 0. 00 H 

0. 973 1. 00 0. 00 H 

-0. 021 1. 00 0. 00 H 
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ATOM 


960 3HG2 


THR A 


69159. 564 


11. 474 




ATOM 


961 


N 


ARG A 


70160.483 


7.936 




ATOM 


962 


CA 


ARG A 


70159. 806 


7. 408 




ATOM 


963 


C 


ARG A 


70158.531 


8. 193 


5 


ATOM 


964 


0 


ARG A 


70158. 548 


9.423 




ATOM 


965 


CB 


ARG A 


70160.736 


7. 455 




ATOM 


966 


CG 


ARG A 


70160. 242 


6. 630 




ATOM 


967 


CD 


ARG A 


70160. 624 


7. 265 




ATOM 


968 


NE 


ARG A 


70161.094 


6. 275 


10 


ATOM 


969 


CZ 


ARG A 


70161. 219 


6. 514 




ATOM 


970 


NH1 


ARG A 


70160.912 


7. 705 




ATOM 


971 


NH2 


ARG A 


70161. 653 


5. 557 




ATOM 


972 


H 


ARG A 


70161.372 


8. 337 




ATOM 


973 


HA 


ARG A 


70159. 543 


6. 381 


15 


ATOM 


974 


1HB 


ARG A 


70161. 708 


7. 082 




ATOM 


975 


2HB 


ARG A 


70160. 836 


8. 481 




ATOM 


976 


1HG 


ARG A 


70159. 167 


6. 551 




ATOM 


977 


2HG 


ARG A 


70160. 679 


5. 643 




ATOM 


978 


1HD 


ARG A 


70161.410 


7. 986 


20 


ATOM 


979 


2HD 


ARG A 


70159. 758 


7. 768 




ATOM 


980 


HE 


ARG A 


70161. 327 


5. 387 




ATOM 


981 


1HH1 


ARG A 


70160. 584 


8. 431 




ATOM 


982 


2HH1 


ARG A 


70161. 008 


7. 878 




ATOM 


983 


1HH2 


ARG A 


70161. 885 


4. 657 


25 


ATOM 


984 


2HH2 


; ARG A 


70161. 747 


5. 736 




ATOM 


985 


N 


TYR A 


71157. 428 


7. 475 




ATOM 


986 


CA 


TYR A 


71156. 143 


8. 104 




ATOM 


987 


C 


TYR A 


71155. 676 


7. 769 




ATOM 


988 


0 


TYR A 


71155. 095 


8. 609 
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-0. 520 1. 00 0. 00 H 

2.404 1.00 O.OO.N 

3. 583 1. 00 0. 00 C 

3. 874 1. 00 0. 00 C 

3. 934 1. 00 0. 00 0 

4. 796 1. 00 0. 00 C 

5. 973 1. 00 0. 00 C 

7. 300 1. 00 0. 00 C 

8. 267 1. 00 0. 00 N 

9. 571 1. 00 0. 00 C 
10. 068 1. 00 0. 00 N 

10. 380 1. 00 0. 00 N 

2. 503 1. 00 0. 00 H 

3. 381 1. 00 0. 00 H 

4. 505 1. 00 0. 00 H 

5. 120 1. 00 0. 00 H 
5. 919 1. 00 0. 00 H 
5. 917 1. 00 0.00 H 
7. 127 1. 00 0. 00 H 
7. 706 1. 00 0. 00 H 
7. 926 1. 00 0. 00 H 
9. 462 1. 00 0. 00 H 

11. 047 1. 00 0. 00 H 

10. 010 1. 00 0. 00 H 

11. 359 1. 00 0. 00 H 
4. 055 1. 00 0. 00 N 

4. 341 1. 00 0. 00 C 

5. 753 1. 00 0. 00 C 

6. 442 1. 00 0. 00 0 
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703 





ATOM 


989 


CB 


TYR A 


71155. 094 


7. 653 




ATOM 


990 


CG 


TYR A 


71155. 205 


8. 353 




ATOM 


991 


CDl 


TYR A 


71155. 177 


7. 632 




ATOM 


992 


CD2 


TYR A 


71155. 339 


9. 734 


5 


ATOM 


993 


CE1 


TYR A 


71155. 278 


8. 268 




ATOM 


994 


CE2 


TYR A 


71155. 441 


10. 377 




ATOM 


995 


CZ 


TYR A 


71155.411 


9. 640 




ATOM 


996 


OH 


TYR A 


71155. 512 


10. 275 




ATOM 


997 


H 


TYR A 


71157. 479 


6. 498 


10 


ATOM 


998 


HA 


TYR A 


71156. 273 


9. 173 




ATOM 


999 


1HB 


TYR A 


71155. 201 


6. 592 




ATOM 


1000 


2HB 


TYR A 


71154. 110 


7. 850 




ATOM 


1001 


HD1 


TYR A 


71155. 073 


6. 557 




ATOM 


1002 


HD2 


TYR A 


71155. 364 


10. 308 


15 


ATOM 


1003 


HE1 


TYR A 


71155. 254 


7. 690 




ATOM 


1004 


HE2 


TYR A 


71155. 544 


11. 451 




ATOM 


1005 


HH 


TYR A 


71156. 163 


9. 826 




ATOM 


1006 


N 


PHE A 


72155. 934 


6. 537 




ATOM 


1007 


CA 


PHE A 


72155. 539 


6. 091 


20 


ATOM 


1008 


C 


PHE A 


72156. 482 


5. 006 




ATOM 


1009 


0 


PHE A 


72157. 345 


4. 523 




ATOM 


1010 


CB 


PHE A 


72154. 103 


5. 567 




ATOM 


1011 


CG 


PHE A 


72153. 868 


4. 498 




ATOM 


1012 


CDl 


PHE A 


72153. 547 


4. 833 


25 


ATOM 


1013 


CD 2 PHE A 


72153. 968 


3. 158 




ATOM 


1014 


CE1 


. PHE A 


72153. 330 


3. 851 




ATOM 


1015 


CE2 PHE A 


72153. 754 


2. 172 




ATOM 


1016 


CZ 


PHE A 


72153. 434 


2. 519 




ATOM 


1017 


H 


PHE A 


72156. 400 


5. 914 



PCT/JP2003/010288 

3. 323 1. 00 0. 00 C 

1. 988 1. 00 0. 00 C 

0. 800 1. 00 0. 00 C 

1. 914 1. 00 0. 00 C 
■0. 423 1. 00 0. 00 C 
0. 695 1. 00 0. 00 C 
-0. 470 1. 00 0. 00 C 
-1. 686 1. 00 0. 00 0 

3. 995 1. 00 0. 00 H 

4. 262 1. 00 0. 00 H 
3. 152 1. 00 0. 00 H 

3. 722 1. 00 0. 00 H 
0. 841 1. 00 0. 00 H 

2. 828 1. 00 0. 00 H 
-1. 334 1. 00 0. 00 H 

0. 658 1. 00 0. 00 H 

-2. 229 1. 00 0. 00 H 

6. 179 1. 00 0. 00 N 

7. 510 1. 00 0. 00 C 

8. 022 1. 00 0. 00 C 
7. 289 1. 00 0. 00 0 
7. 490 1. 00 0. 00 C 
6. 462 1. 00 0. 00 C 

5. 156 1. 00 0. 00 C 

6. 801 1. 00 0. 00 C 

4. 208 1. 00 0. 00 C 

5. 857 1. 00 0. 00 C 

4. 558 1. 00 0. 00 C 

5. 585 1. 00 0. 00 H 



WO 2004/016781 
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ATOM 


1018 


HA 


PHE A 


72155. 595 


6. 941 




ATOM 


1019 1HB 


PHE A 


72153. 864 


5. 154 




ATOM 


1020 2HB 


PHE A 


72153. 432 


6. 387 




ATOM 


1021 


HD1 


PHE A 


72153. 466 


5. 873 


5 


ATOM 


1022 


HD2 PHE A 


72154. 218 


2. 885 




ATOM 


1023 


HE1 


PHE A 


72153. 081 


4. 126 




ATOM 


1024 
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15 


ATOM 


1032 


CG2 


THR A 


73156. 585 
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4. 864 
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3.411 
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1. 248 
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74156. 151 


-0. 051 
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74157. 172 


-1. 183 
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74158. 352 


-0. 954 
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74155. 136 


-0. 209 
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1045 


SG 
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74153. 487 


0. 420 
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1046 


H 


CYS A 


74157. 598 


1. 347 
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8. 175 1. 00 0. 00 H 

8. 459 1. 00 0. 00 H 
7. 279 1. 00 0. 00 H 
4.881 1.00 0.00 H 
7. 816 1. 00 0. 00 H 
3. 193 1. 00 0. 00 H 
6. 134 1. 00 0. 00 H 
3. 819 1. 00 0. 00 H 

9. 284 1. 00 0. 00 N 
9. 894 1. 00 0. 00 C 

10. 076 1. 00 0. 00 C 

10. 814 1. 00 0. 00 0 

11. 244 1. 00 0. 00 C 

11. 805 1. 00 0. 00 0 

12. 257 1. 00 0. 00 C 
9. 817 1. 00 0. 00 H 
9. 234 1. 00 0. 00 H 

11. 097 1. 00 0.00 H 

12. 232 1. 00 0. 00 H 

11. 806 1. 00 0. 00 H 

13. 109 1. 00 0. 00 H 

12. 579 1. 00 0. 00 H 
9. 397 1. 00 0. 00 N 
9. 484 1. 00 0. 00 C 
9. 428 1. 00 0. 00 C 
9. 162 1. 00 0.00 0 
8. 350 1. 00 0. 00 C 
8. 742 1. 00 0. 00 S 
8. 825 1. 00 0. 00 H 
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ATOM 1047 HA CYS A 74155.631 -0.098 10.428 1.00 0. 00 H 

ATOM 1048 1HB CYS A 74155.492 0.325 7.481 1.00 0. 00 H 

ATOM 1049 2HB CYS A 74155. 040 -1. 257 8. 106 1. 00 0. 00 H 

ATOM 1050 HG CYS A 74153.229 1.028 8.045 1.00 0. 00 H 

5 ATOM 1051 N ALA A 75156.710 -2.403 9.681 1.00 0. 00 N 

ATOM 1052 CA ALA A 75157.584 -3.569 9.660 1.00 0. 00 C 

ATOM 1053 C ALA A 75158.224 -3.751 8.288 1.00 0. 00 C 

ATOM 1054 0 ALA A 75157.663 -3.341 7.273 1.00 0.00 0 

ATOM 1055 CB ALA A 75156.806 -4.818 10.052 1.00 0. 00 C 

10 ATOM 1056 H ALA A 75155.759 -2.521 9.887 1.00 0. 00 H 

ATOM 1057 HA ALA A 75158.363 -3.415 10.393 1.00 0. 00 H 

ATOM 1058 1HB ALA A 75155.812 -4.769 9.629 1.00 0. 00 H 

ATOM 1059 2HB ALA A 75156.737 -4.876 11.129 1.00 0. 00 H 

ATOM 1060 3HB ALA A 75157.315 -5.692 9.676 1.00 0. 00 H 

15 ATOM 1061 N LEU A 76159.400 -4.369 8.267 1.00 0. 00 N 

ATOM 1062 CA LEU A 76160.116 -4.605 7.019 1.00 0. 00 C 

ATOM 1063 C LEU A 76159.404 -5.656 6.173 1.00 0. 00 C 

ATOM 1064 0 LEU A 76158.806 -6.592 6.703 1.00 0.00 0 

ATOM 1065 CB LEU A 76161.551 -5.051 7.306 1.00 0. 00 C 

20 ATOM 1066 CG LEU A 76162.480 -3.949 7.822 1.00 0. 00 C 

ATOM 1067 CD 1 LEU A 76162.577 -3.998 9.339 1.00 0. 00 C 

ATOM 1068 CD2 LEU A 76163.860 -4.078 7.193 1.00 0. 00 C 

ATOM 1069 H LEU A 76159.796 -4.673 9.110 1.00 0. 00 H 

ATOM 1070 HA LEU A 76160.141 -3.675 6.471 1.00 0. 00 H 

25 ATOM 1071 1HB LEU A 76161.519 -5.841 8.043 1.00 0. 00 H 

ATOM 1072 2HB LEU A 76161.971 -5.449 6.395 1.00 0. 00 H 

ATOM 1073 HG LEU A 76162.074 -2.987 7.546 1.00 0. 00 H 

ATOM 1074 1HD1 LEU A 76161.684 -4.453 9.742 1.00 0. 00 H 

ATOM 1075 2HD1 LEU A 76162.675 -2.995 9.726 1.00 0. 00 H 
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2HE 
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25 


ATOM 


1100 
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ATOM 


1101 
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ATOM 
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LYS A 




ATOM 


1103 


CA 


LYS A 




ATOM 


1104 


C 


LYS A 



706 

76163.440 -4.581 

76164. 358 -3. 120 

76163.759 -4.400 

76164.440 -4.803 
77159.475 -5.494 
77158.837 -6.429 
77157.331 -6.480 
77156.703 -7.527 
77159.437 -7.827 
77160.946 -7.866 
77161.343 -7.627 
77162. 607 -6. 788 
77162.874 -6.352 
77159.967 -4.727 
77159.023 -6.083 
77159.203 -8.193 
77158.993 -8.485 
77161.391 -7.097 
77161.311 -8.833 
77161.518 -8.581 
77160.539 -7.113 
77162.493 -5.914 
77163.442 -7.374 
77163.899 -6.279 

77162.441 -5.423 
7-7162.476 -7.040 
78156.757 -5.342 
78155.323 -5.258 
78154. 792 -3. 866 
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9. 626 1. 00 0. 00 H 

7. 222 1. 00 0. 00 H 

6. 168 1. 00 0. 00 H 

7. 744 1. 00 0. 00 H 
4. 856 1. 00 0. 00 N 

3. 936 1. 00 0. 00 C 

4. 169 1. 00 0. 00 C 
4. 009 1. 00 0. 00 0 
4. 100 1. 00 0. 00 C 

3. 923 1. 00 0. 00 C 
2. 475 1. 00 0. 00 C 
2. 375 1. 00 0. 00 C 

0. 977 1. 00 0. 00 N 

4. 494 1. 00 0. 00 H 

2. 930 1. 00 0. 00 H 

5. 088 1. 00 0. 00 H 

3. 366 1. 00 0. 00 H 

4. 538 1. 00 0. 00 H 
4. 233 1. 00 0. 00 H 

1. 999 1. 00 0. 00 H 

1. 970 1. 00 0. 00 H 

2. 998 1. 00 0. 00 H 
2. 727 1. 00 0. 00 H 
0.814 1.00 0. 00 H 
0. 801 1. 00 0. 00 H 
0. 305 1. 00 0. 00 H 
4. 546 1. 00 0. 00 N 
4. 800 1. 00 0. 00 C 
4. 468 1. 00 0. 00 C 
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1105 0 LYS A 78153.921 -3.341 5.162 1.00 0.00 0 

1106 CB LYS A 78155.023 -5.595 6.262 1.00 0. 00 C 

1107 CG LYS A 78155.524 -6.966 6.685 1.00 0. 00 C 

1108 CD LYS A 78155.150 -7.275 8.127 1.00 0. 00 C 

1109 CE LYS A 78153.909 -8.149 8.207 1.00 0. 00 C 

1110 NZ LYS A 78152.946 -7.653 9.229 1.00 0. 00 N 

1111 H LYS A 78157.311 -4.541 4.656 1.00 0. 00 H 

1112 HA LYS A 78154.831 -5.979 4.166 1.00 0. 00 H 

1113 1HB LYS A 78155.490 -4.854 6.895 1.00 0. 00 H " 

1114 2HB LYS A 78153.954 -5.563 6.415 1.00 0. 00 H 

1115 1HG LYS A 78155.084 -7.714 6.042 1.00 0. 00 H 

1116 2HG LYS A 78156.599 -6.991 6.588 1.00 0. 00 H 

1117 1HD LYS A 78155.972 -7.791 8.599 1.00 0. 00 H 

1118 2HD LYS A 78154.961 -6.346 8.646 1.00 0. 00 H 

1119 1HE LYS A 78153.423 -8.155 7.242 1.00 0. 00 H 

1120 2HE LYS A 78154.208 -9.154 * 8.464 1.00 0. 00 H 

1121 1HZ LYS A 78152.270 -8.405 9.478 1.00 0. 00 H 

1122 2HZ LYS A 78152.418 -6.837 8.858 1.00 0. 00 H 

1123 3HZ LYS A 78153.454 -7.362 10.088 1.00 0. 00 H 

1124 N ALA A 79155.321 -3.276 3.401 1.00 0. 00 N 

1125 CA ALA A 79154.901 -1.947 2.977 1.00 0. 00 C 

1126 C ALA A 79154.814 -1.858 1.457 1.00 0. 00 C 

1127 0 ALA A 79155.824 -1.679 0.777 1.00 0.00 0 

1128 CB ALA A 79155.856 -0.893 3.515 1.00 0. 00 C 

1129 H ALA A 79156.012 -3.745 2.888 1.00 0. 00 H 

1130 HA ALA A 79153.922 -1.758 3.394 1.00 0. 00 H 

1131 1HB ALA A 79155.921 -0.074 2.815 1.00 0. 00 H 

1132 2HB ALA A 79156.835 -1.331 3.650 1.00 0. 00 H 

1133 3HB ALA A 79155.492 -0.528 4.463 1.00 0. 00 H 
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0. 930 1. 00 0. 00 N 
-0. 510 1. 00 0. 00 C 
-0. 866 1. 00 0. 00 C 
-0. 372 1. 00 0. 00 0 
-1. 018 1. 00 0. 00 C 
-2. 512 1. 00 0. 00 C 
-3. 339 1. 00 0. 00 C 
-2. 865 1. 00 0. 00 C 

1. 523 1. 00 0. 00 H 
-0. 985 1. 00 0. 00 H 
-0. 809 1. 00 0. 00 H 
-0. 470 1. 00 0. 00 H 
-2.751 1.00 0. 00 H 
-2. 772 1. 00 0. 00 H 
-3. 583 1. 00 0. 00 H 
-4. 249 1. 00 0. 00 H 
-2. 262 1. 00 0. 00 H 
-3. 910 1. 00 0. 00 H 
-2. 674 1. 00 0. 00 H 
-1. 728 1. 00 0. 00 N 
-2. 150 1. 00 0. 00 C 
-3. 432 1. 00 0. 00 C 
-4. 329 1. 00 0. 00 0 
-2. 364 1. 00 0. 00 C 
-1.091 1.00 0.00 C 
-0. 401 1. 00 0. 00 C 
-0. 585. 1. 00 0. 00 C 

0. 770 1. 00 0. 00 C 

0. 585 1. 00 0. 00 C 
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ATOM 1163 CZ PHE A 81154.744 4.036 1.263 1.00 0. 00 C 

ATOM 1164 H PHE A 81153.842 0.009 -2.087 1.00 0. 00 H 

ATOM 1165 HA PHE A 81151.450 1.514 -1.366 1.00 0. 00 H 

ATOM 1166 1HB PHE A 81153.883 2.215 -3.012 1.00 0. 00 H 

5 ATOM 1167 2HB PHE A 81152.500 3.289 -2.830 1.00 0. 00 H 

ATOM 1168 HD1 PHE A 81152.103 4.470 -0.786 1.00 0. 00 H 

ATOM 1169 HD2 PHE A 81155.338 1.724 -1.115 1.00 0. 00 H 

ATOM 1170 HE 1 PHE A 81153.064 5.357 1.299 1.00 0. 00 H 

ATOM 1171 HE2 PHE A 81156.305 2.606 0.969 1.00 0. 00 H 

10 ATOM 1172 HZ PHE A 81155.167 4.425 2.178 1.00 0. 00 H 

ATOM 1173 N VAL A 82150.158 1.486 -3.511 1.00 0. 00 N 

ATOM 1174 CA VAL A 82149.319 1.270 -4.683 1.00 0. 00 C 

ATOM 1175 C VAL A 82148.378 2.449 -4.910 1.00 0. 00 C 

ATOM 1176 0 VAL A 82148.205 3.295 -4.033 1.00 0.00 0 

15 ATOM 1177 CB VAL A 82148.486 -0.018 -4.549 1.00 0. 00 C 

ATOM 1178 CGI VAL A 82149.382 -1.245 -4.630 1.00 0. 00 C 

ATOM 1179 CG2 VAL A 82147.696 -0.010 -3.249 1.00 0. 00 C 

ATOM 1180 H VAL A 82149.809 2.016 -2. 764 1.00 0. 00 H 

ATOM 1181 HA VAL A 82149.966 1.168 -5.542 1.00 0. 00 H 

20 ATOM 1182 HB VAL A 82147.786 -0.057 -5.371 1.00 0. 00 H 

ATOM 1183 1HG1 VAL A 82150.273 -1.004 -5.191 1.00 0. 00 H 

ATOM 1184 2HG1 VAL A 82148.851 -2.045 -5.123 1.00 0. 00 H 

ATOM 1185 3HG1 VAL A 82149.658 -1.555 -3.633 1.00 0. 00 H 

ATOM 1186 1HG2 VAL A 82147.479 -1.027 -2.954 1.00 0. 00 H 

25 ATOM 1187 2HG2 VAL A 82146.771 0.528 -3.394 1.00 0. 00 H 

ATOM 1188 3HG2 VAL A 82148.277 0.472 -2.478 1.00 0. 00 H 

ATOM 1189 N LYS A 83147.774 2.498 -6.092 1.00 0. 00 N 

ATOM 1190 CA LYS A 83146.851 3.573 -6.434 1.00 0. 00 C 

ATOM 1191 C LYS A 83145.578 3.488 -5.598 1.00 0. 00 C 
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ATOM 1192 0 LYS A 83144.863 2.486 -5.636 1.00 0.00 0 

ATOM 1193 CB LYS A 83146.501 3.519 -7.922 1.00 0. 00 C 

ATOM 1194 CG LYS A 83147.710 3.631 -8.836 1.00 0. 00 C 

ATOM 1195 CD LYS A 83147.400 3.123 -10.234 1.00 0. 00 C 

5 ATOM 1196 CE LYS A 83148.095 3.959 -11.298 1.00 0. 00 C 

ATOM 1197 NZ LYS A 83148.618 3.119 -12.410 1. 00 0. 00 N 

ATOM 1198 H LYS A 83147.952 1.794 -6.750 1.00 0. 00 H 

ATOM 1199 HA LYS A 83147.342 4.511 -6.223 1.00 0. 00 H 

ATOM 1200 1HB LYS A 83146.005 2.582 -8.129 1.00 0. 00 H 

10 ATOM 1201 2HB LYS A 83145.826 4.330 -8.152 1.00 0. 00 H 

ATOM 1202 1HG LYS A 83148. 008 4. 667 -8. 897 1. 00 0. 00 H 

ATOM 1203 2HG LYS A 83148.518 3.045 -8.421 1.00 0. 00 H 

ATOM 1204 1HD LYS A 83147.736 2.101 -10.319 1.00 0. 00 H 

ATOM 1205 2HD LYS A 83146.333 3.168 -10.394 1.00 0. 00 H 

15 ATOM 1206 1HE LYS A 83147.388 4.670 -11.697 1.00 0. 00 H 

ATOM 1207 2HE LYS A 83148.918 4.488 -10.841 1.00 0. 00 H 

ATOM 1208 1HZ LYS A 83148.764 3.702 -13.259 1.00 0. 00 H 

ATOM 1209 2HZ LYS A 83147.940 2.363 -12.637 1.00 0. 00 H 

ATOM 1210 3HZ LYS A 83149.524 2.687 -12.138 1.00 0. 00 H 

20 ATOM 1211 N LEU A 84145.303 4.546 -4.844 1.00 0. 00 N 

ATOM 1212 CA LEU A 84144.118 4.598 -3.998 1.00 0. 00 C 

ATOM 1213 C LEU A 84142.847 4.449 -4.831 1.00 0. 00 C 

ATOM 1214 0 LEU A 84141.831 3.947 -4.347 1.00 0.00 0 

ATOM 1215 CB LEU A 84144.082 5.914 -3.220 1.00 0. 00 C 

25 ATOM 1216 CG LEU A 84142.827 6.134 -2.372 1.00 0. 00 C 

ATOM 1217 CD 1 LEU A 84142.903 5.324 -1.087 1.00 0. 00 C 

ATOM 1218 CD2 LEU A 84142.648 7.612 -2.060 1.00 0. 00 C 

ATOM 1219 H LEU A 84145.912 5.313 -4.859 1.00 0. 00 H 

ATOM 1220 HA LEU A 84144. 174 3. 777 -3. 299 1. 00 0. 00 H 
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ATOM 


1243 


1HG 


LYS A 


85143. 817 


4. 297 




ATOM 


1244 


2HG 


LYS A 


r* ^ i An ri n ft 

85142. 777 


A ft t O 

4. 216 


25 


ATOM 


1245 


1HD 


LYS A 


n r" 1 A a n ft n 

85144. 203 


ft r? r* 1 

6. 75 1 




ATOM 


1246 


2HD 


LYS A 


85145. 024 


5. 476 




ATOM 


1247 


1HE 


LYS A 


85144. 201 


6. 660 




ATOM 


1248 


2HE 


LYS A 


85142. 808 


5. 621 




ATOM 


1249 


IHZ 


LYS A 


85142. 885 


8. 109 
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2. 568 l. 00 0. 00 H 

3. 927 1. 00 0. 00 H 
•2. 926 1. 00 0. 00 H 
•0. 463 1. 00 0. 00 H 
-0.561 1.00 0. 00 H 
-1. 326 1. 00 0. 00 H 
-1. 719 1. 00 0. 00 H 
-2. 953 1. 00 0. 00 H 
-1. 290 1. 00 0. 00 H 
-6. 084 1. 00 0. 00 N 
-6. 981 1. 00 0. 00 C 
-7. 248 1. 00 0. 00 C 
-7. 520 1. 00 0. 00 0 
-8. 301 1. 00 0. 00 C 
-9. 089 1. 00 0. 00 C 
-9. 778 1. 00 0. 00 C 
11. 063 1. 00 0. 00 C 
10. 832 1. 00 0. 00 N 
-6.412 1.00 0.00 H 
-6. 503 1. 00 0. 00 H 
-8.915 1.00 0. 00 H 
-8. 092 1. 00 0. 00 H 
-8.414 1.00 0. 00 H 
-9. 837 1. 00 0. 00 H 
-9.110 1.00 0. 00 H 
•10.011 1.00 0. 00 H 
-11.767 1.00 0. 00 H 
-11. 471' 1.00 0.00 H 
-9.971 1.00 0. 00 H 
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ATOM 1250 2HZ LYS A 85141.580 7.333 -10.719 1.00 0. 00 H 

ATOM 1251 3HZ LYS A 85142.651 8.264 -11.640 1.00 0. 00 H 

ATOM 1252 N SERA 86142.372 2.461 -7.169 1.00 0. 00 N 

ATOM 1253 CA SERA 86142.140 1.041 -7.401 1.00 0. 00 C 

5 ATOM 1254 C SERA 86142.076 0.279 -6.082 1.00 0. 00 C 

ATOM 1255 0 SERA 86142.459 -0.889 -6.009 1.00 0.00 0 

ATOM 1256 CB SERA 86143.244 0.460 -8.286 1.00 0. 00 C 

ATOM 1257 OG SERA 86143.251 1.075 -9.563 1.00 0.00 0 

ATOM 1258 H SERA 86143.276 2.768 -6.949 1.00 0. 00 H 

10 ATOM 1259 HA SER A 86141. 192 0. 938 -7. 909 1. 00 0. 00 H 

ATOM 1260 1HB SERA 86144.203 0.624 -7.818 1.00 0. 00 H 

ATOM 1261 2HB SERA 86143.083 -0.600 -8.412 1.00 0. 00 H 

ATOM 1262 HG SERA 86143.520 1.993 -9.476 1.00 0. 00 H 

ATOM 1263 N CYS A 87141.591 0.947 -5.041 1.00 0. 00 N 

15 ATOM 1264 CA CYS A 87141.476 0.334 -3.724 1.00 0. 00 C 

ATOM 1265 C CYS A 87140.014 0.185 -3.316 1.00 0. 00 C 

ATOM 1266 0 CYS A 87139.142 0.887 -3.829 1.00 0.00 0 

ATOM 1267 CB CYS A 87142.225 1.168 -2.683 1.00 0. 00 C 

ATOM 1268 SG CYS A 87143.995 0.811 -2.585 1.00 0. 00 S 

20 ATOM 1269 H CYS A 87141.303 1.875 -5.162 1.00 0. 00 H 

ATOM 1270 HA CYS A 87141. 925 -0. 648 -3. 775 1. 00 0. 00 H 

ATOM 1271 1HB CYS A 87142.116 2.214 -2.924 1.00 0. 00 H 

ATOM 1272 2HB CYS A 87141.799 0.982 -1.709 1.00 0. 00 H 

ATOM 1273 HG CYS A 87144.472 1.629 -2.742 1.00 0. 00 H 

25 ATOM 1274 N ARG A 88139.754 -0.733 -2.391 1.00 0. 00 N 

ATOM 1275 CA ARG A 88138. 397 -0. 975 -1. 913 1. 00 0. 00 C 

ATOM 1276 C ARG A 88138.388 -1.224 -0.407 1.00 0. 00 C 

ATOM 1277 0 ARG A 88139.319 -1.819 0.136 1.00 0.00 0 

ATOM 1278 CB ARG A 88137.782 -2.170 -2.644 1.00 0. 00 C 
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ATOM 


1279 


CG 


ARG A 


88137.419 


-1. 877 




ATOM 


1280 


CD 


ARG A 


88136. 061 


-2. 455 




ATOM 


1281 


NE 


ARG A 


88135. 481 


-1. 796 




ATOM 


1282 


CZ 


ARG A 


88134. 188 


-1. 848 


5 


ATOM 


1283 


NH1 


ARG A 


88133. 340 


-2. 527 




ATOM 


1284 


NH2 ARG A 


88133. 744 


-1. 218 




ATOM 


1285 


H 


ARG A 


88140. 492 


-1. 261 




ATOM 


1286 


HA 


ARG A 


88137. 811 


-0. 094 




ATOM 


1287 


1HB 


ARG A 


88138. 489 


-2. 988 


10 


ATOM 


1288 


2HB 


ARG A 


88136. 885 


-2. 472 




ATOM 


1289 


1HG 


ARG A 


88137. 394 


-0. 808 




ATOM 


1290 2HG 


ARG A 


88138. 170 


-2. 311 




ATOM 


1291 


1HD 


ARG A 


88136. 178 


-3. 507 




ATOM 


1292 


2HD 


ARG A 


88135. 395 


-2. 330 


15 


ATOM 


1293 


HE 


ARG A 


88136. 086 


-1. 287 




ATOM 


1294 


1HH1 


ARG A 


88133. 668 


-3. 003 




ATOM 


1295 


2HH1 


ARG A 


88132. 370 


-2. 561 




ATOM 


1296 


1HH2 


ARG A 


88134. 380 


-0. 706 




ATOM 


1297 


2HH2 


ARG A 


88132. 773 


-1. 258 


20 


ATOM 


1298 


N 


PRO A 


89137. 332 


-0. 771 




ATOM 


1299 


CA 


PRO A 


89137. 213 


-0. 952 




ATOM 


1300 


C 


PRO A 


89137. 019 


-2.414 




ATOM 


1301 


0 


PRO A 


89135. 964 


-2. 997 




ATOM 


1302 


CB 


PRO A 


89135. 976 


-0. 131 


25 


ATOM 


1303 


CG 


PRO A 


89135. 191 


0. 000 




ATOM 


1304 


CD 


PRO A 


89136. 177 


-0. 054 




ATOM 


1305 


HA 


PRO A 


89138. 077 


-0. 559 




ATOM 


1306 


1HB 


PRO A 


89135. 413 


-0. 656 




ATOM 


1307 


2HB 


PRO A 


89136. 280 


0. 833 
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4.091 1.00 0.00 C 

4. 455 1. 00 0. 00 C 

•5. 623 1. 00 0. 00 N 

•5. 938 1. 00 0. 00 C 

-5. 177 1. 00 0. 00 N 

-7. 018 1. 00 0. 00 N 

-2. 021 1. 00 0. 00 H 

-2. 125 1.00 0. 00 H 

-2. 630 1. 00 0. 00 H 

-2. 124 1. 00 0. 00 H 

-4. 236 1. 00 0. 00 H 

-4. 735 1. 00 0. 00 H 

-4. 669 1. 00 0. 00 H 

-3. 615 1. 00 0. 00 H 

-6. 203 1. 00 0. 00 H 

-4. 362 1. 00 0. 00 H 

-5. 420 1. 00 0. 00 H 

-7. 595 1. 00 0. 00 H 
-7. 255 1. 00 0. 00 H 

0. 291 1. 00 0. 00 N 

1. 738 1. 00 0. 00 C 

2. 122 1. 00 0. 00 C 

1. 875 1. 00 0. 00 0 

2. 110 1. 00 0. 00 C 
0. 853 1. 00 0. 00 C 

-0. 277 1. 00 0. 00 C 
2. 256 1. 00 0. 00 H 
2. 863 1. 00 0. 00 H 
2. 488 1. 00 0. 00 H 
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ATOM 


1308 


1HG 


PRO A 


89134. 489 


-0. 817 




ATOM 


1309 


2HG 


PRO A 


89134. 667 


0. 944 




ATOM 


1310 


1HD 


PRO A 


89135. 759 


-0. 602 




ATOM 


1311 


2HD 


PRO A 


89136. 454 


0. 943 


5 


ATOM 


1312 


N 


ASP A 


90138. 046 


-3. 002 




ATOM 


1313 


CA 


ASP A 


90137. 991 


-4. 398 




ATOM 


1314 


C 


ASP A 


90136. 953 


-4. 597 




ATOM 


1315 


0 


ASP A 


90136. 925 


-3. 855 




ATOM 


1316 


CB 


ASP A 


90139. 365 


-4. 859 


10 


ATOM 


1317 


CG 


ASP A 


90139. 557 


-6. 357 




ATOM 


1318 


0D1 


ASP A 


90138. 548 


-7. 070 




ATOM 


1319 


0D2 


ASP A 


90140. 715 


-6. 816 




ATOM 


1320 


H 


ASP A 


90138. 860 


-2. 485 




ATOM 


1321 


HA 


ASP A 


90137. 707 


-4. 990 


15 


ATOM 


1322 


1HB 


ASP A 


90140. 130 


-4. 363 




ATOM 


1323 


2HB 


ASP A 


90139. 476 


-4. 594 




ATOM 


1324 


N 


SER A 


91136. 104 


-5. 605 




ATOM 


1325 


CA 


SER A 


91135.067 


-5. 904 




ATOM 


1326 


C 


SER A 


91135. 483 


-7. 067 


20 


ATOM 


1327 


0 


SER A 


91134. 642 


-7. 823 




ATOM 


1328 


CB 


SER A 


91133.751 


-6. 236 




ATOM 


1329 


OG 


SER A 


91132. 638 


-5. 866 




ATOM 


1330 


H 


SER A 


91136. 179 


-6. 161 




ATOM 


1331 


HA 


SER A 


91134. 925 


-5. 026 


25 


ATOM 


1332 


1HB 


SER A 


91133. 702 


-5. 700 




ATOM 


1333 


2HB 


SER A 


91133. 705 


-7. 298 




ATOM 


1334 


HG 


SER A 


91132. 199 


-6. 656 




ATOM 


1335 


N 


ARG A 


92136. 788 


-7. 202 




ATOM 


1336 


CA 


ARG A 


92137. 316 


-8. 274 
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0. 775 1. 00 0. 00 H 

0. 848 1. 00 0. 00 H 

1.102 1.00 0.00 H 

•0. 584 1. 00 0. 00 H 

2. 728 1. 00 0. 00 N 

3. 146 1. 00 0. 00 C 

4. 246 1. 00 0. 00 C 

5. 229 1. 00 0.00 0 
3. 636 1. 00 0.00 C 
3. 498 1. 00 0. 00 C 
3. 315 1. 00 0.00 0 

3. 574 1. 00 0. 00 0 

2. 896 1. 00 0. 00 H 
2.289 1.00 O.OOH 
3.058 1.00 0.00 H 

4. 677 1. 00 0. 00 H 

4. 075 1. 00 0. 00 N 

5. 055 1. 00 0. 00 C 

5. 950 1. 00 0. 00 C 

6. 432 1. 00 0. 00 0 

4. 348 1. 00 0. 00 C 

5. 143 1. 00 0. 00 0 

3. 272 1. 00 0. 00 H 
5. 666 1. 00 0. 00 H 
3.412 1.00 O.OOH 

4. 158 1.00 0.00 H 

5. 468 1. 00 0. 00 H 

6. 165 1. 00 0. 00 N 

7. 002 1. 00 0. 00 C 
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• 




ATOM 


1337 


C 




ATOM 


1338 


0 




ATOM 


1339 


CB 




ATOM 


1340 


CG 


5 


ATOM 


1341 


CD 




ATOM 


1342 


NE 




ATOM 


1343 


CZ 




ATOM 


1344 


NH1 




ATOM 


1345 


NH2 


10 


ATOM 


1346 


H 




ATOM 


1347 


HA 




ATOM 


1348 


1HB 




ATOM 


1349 


2HB 




ATOM 


1350 


1HG 


15 


ATOM 


1351 


2HG 




ATOM 


1352 


1HD 




ATOM 


1353 


2HD 




ATOM 


1354 


HE 




ATOM 


1355 


1HH1 


20 


ATOM 


1356 


2HH1 




ATOM 


1357 


1HH2 




ATOM 


1358 


2HH2 




ATOM 


1359 


N 




ATOM 


1360 


CA 


25 


ATOM 


1361 


C 




ATOM 


1362 


0 




ATOM 


1363 


CB 




ATOM 


1364 


CG 




ATOM 


1365 


CD1 



715 

ARG A 92136. 883 -8. 095 

ARG A 92136.702 -9.071 

ARG A 92138.843 -8.311 

ARG A 92139. 364 -8. 969 

ARG A 92139. 907 -10. 361 

ARG A 92138. 927 -11. 208 

ARG A 92139. 080 -12. 516 

ARG A 92140. 171 -13. 134 

ARG A 92138. 140 -13. 211 

ARG A 92137.410 -6.568 

ARG A 92136.920 -9.207 

ARG A 92139. 219 -7. 299 

ARG A 92139. 227 -8. 857 

ARG A 92138.556 -9.044 

ARG A 92140. 154 -8. 359 

ARG A 92140. 176 -10. 822 

ARG A 92140. 786 -10. 275 

ARG A 92138. 112 -10. 778 

ARG A 92140. 883 -12. 616 

ARG A 92140. 280 -14. 117 

ARG A 92137. 317 -12. 751 

ARG A 92138. 255 -14. 194 

PHE A 93136.721 -6.843 

PHE A 93136.309 -6.537 

PHE A 93135. 024 -5. 717 

PHE A 93134.798 -4.915 

PHE A 93137.419 -5.780 

PHE A 93138.691 -6.567 

PHE A 93139.159 -6.934 
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8. 454 1. 00 0. 00 C 

9. 181 1. 00 0. 00 0 
6.914 1.00 0.00 C 
5. 645 1. 00 0. 00 C 

5. 921 1. 00 0. 00 C 

6. 599 1. 00 0. 00 N 
6. 786 1. 00 0. 00 C 
6. 348 1. 00 0. 00 N 
7.412 1.00 0. 00 N 
5.753 1.00 0. 00 H 
6. 633 1. 00 0. 00 H 

6. 949 1. 00 0. 00 H 

7. 763 1. 00 0. 00 H 

4. 933 1. 00 0. 00 H 

5. 234 1. 00 0. 00 H 

4. 982 1. 00 0. 00 H 

6. 544 1. 00 0. 00 H 

6. 933 1. 00 0. 00 H 

5. 875 1. 00 0. 00 H 

6. 492 1. 00 0. 00 H 

7. 744 1. 00 0. 00 H 

7. 552 1. 00 0. 00 H 

8. 869 1. 00 0. 00 N 

10. 234 1. 00 0. 00 C 

10. 246 1. 00 0. 00 C 

11. 153 1. 00 0. 00 0 
10.965 1. 00 0. 00 C 

11. 107 1. 00 0. 00 C 

12. 357 1. 00 0. 00 C 
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ATOM 1366 CD2 PHE A 93139.419 -6.937 9.987 1.00 0. 00 C 

ATOM 1367 CE1 PHE A 93140.328 -7.658 12.491 1.00 0. 00 C 

ATOM 1368 CE2 PHE A 93140.589 -7.662 10.113 1.00 0. 00 C 

ATOM 1369 CZ PHE A 93141.045 -8.022 11.366 1. 00 0. 00. C 

5 ATOM 1370 H PHE A 93136.881 -6.107 8.242 1.00 0. 00 H 

ATOM 1371 HA PHE A 93136.129 -7.473 10.743 1.00 0. 00 H 

ATOM 1372 1HB PHE A 93137.646 -4.876 10.422 1.00 0. 00 H 

ATOM 1373 2HB PHE A 93137.075 -5.521 11.957 1.00 0. 00 H 

ATOM 1374 HD1 PHE A 93138.599 -6.651 13.237 1.00 0. 00 H 

10 ATOM 1375 HD2 PHE A 93139.063 -6.656 9.007 1.00 0. 00 H 

ATOM 1376 HE1 PHE A 93140.683 -7.938 13.471 1.00 0. 00 H 

ATOM 1377 HE2 PHE A 93141.148 -7.944 9.233 1.00 0. 00 H 

ATOM 1378 HZ PHE A 93141.960 -8.587 11.468 1.00 0. 00 H 

ATOM 1379 N ALA A 94134.184 -5.920 9.236 1.00 0. 00 N 
15 ATOM 1380 CA ALA A 94132. 923 -5. 199 9. 134 1. 00 0. 00 C 
ATOM 1381 C ALA A 94131.753 -6.073 9.572 1.00 0. 00 C 
ATOM 1382 0 ALA A 94131.540 -7.160 9.032 1.00 0.00 0 
ATOM 1383 CB ALA A 94132.711 -4.704 7.711 1.00 0. 00 C 
ATOM 1384 H ALA A 94134. 420 -6. 574 8. 543 1. 00 0. 00 H 
20 ATOM 1385 HA ALA A 94132.978 -4.337 9.784 1.00 0. 00 H 
ATOM 1386 1HB ALA A 94131. 982 -5.329 7.216 1.00 0. 00 H 
ATOM 1387 2HB ALA A 94133.646 -4.747 7.172 1.00 0. 00 H 
ATOM 1388 3HB ALA A 94132. 356 -3. 685 7. 733 1. 00 0. 00 H 
ATOM 1389 N SERA 95130.997 -5.593 10.554 1.00 0. 00 N 
25 ATOM 1390 CA SERA 95129.848 -6.330 11.065 1.00 0. 00 C 
ATOM 1391 C SERA 95128.542 -5.657 10.654 1. 00 0. 00 C 
ATOM 1392 0 SERA 95128.403 -4.437 10.754 1.00 0.00 0 
ATOM 1393 CB SERA 95129.923 -6.440 12.589 1.00 0. 00 C 
ATOM 1394 OG SERA 95129.179 -7.551 13.058 1.00 0.00 0 
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1395 H SERA 95131.217 -4.721 10.944 1.00 0. 00 H 

1396 HA SERA 95129.876 -7.323 10.640 1. 00 0. 00 H 

1397 1HB SERA 95130.952 -6.560 12.890 1.00 0. 00 H 

1398 2HB SERA 95129.521 -5.540 13.032 1.00 0. 00 H 

1399 HG SERA 95129.777 -8.270 13.272 1.00 0. 00 H 

1400 N LEU A 96127.587 -6.458 10.194 1.00 0. 00 N 

1401 CA LEU A 96126.294 -5.939 9.768 1.00 0. 00 C 

1402 C LEU A 96125.251 -6.107 10.868 1.00 0. 00 C 

1403 0 LEU A 96124.066 -6.293 10.592 1.00 0.00 0 

1404 CB LEU A 96125.829 -6.650 8.496 1.00 0. 00 C 

1405 CG LEU A 96126.512 -6.187 7.209 1.00 0. 00 C 

1406 CD 1 LEU A 96126.653 -7.345 6.233 1.00 0. 00 C 

1407 CD2 LEU A 96125.735 -5.043 6.575 1.00 0. 00 C 

1408 H LEU A 96127.758 -7.421 10.138 1.00 0. 00 H 

1409 HA LEU A 96126.412 -4.886 9.559 1.00 0. 00 H 

1410 1HB LEU A 96126.008 -7. 709 8.615 1.00 0. 00 H 

1411 2HB LEU A 96124.766 -6.492 8.388 1.00 0. 00 H 

1412 HG LEU A 96127.504 -5.828 7.445 1.00 0. 00 H 

1413 1HD1 LEU A 96125.687 -7.802 6.075 1.00 0. 00 H 

1414 2HD1 LEU A 96127.337 -8.076 6.637 1.00 0. 00 H 

1415 3HD1 LEU A 96127.035 -6.977 5.292 1.00 0. 00 H 

1416 1HD2 LEU A 96125.827 -5.098 5.500 1.00 0. 00 H 

1417 2HD2 LEU A 96126.132 -4.102 6.923 1.00 0. 00 H 

1418 3HD2 LEU A 96124.693 -5.120 6.850 1.00 0. 00 H 

1419 N GLN A 97125.700 -6.037 12.116 1.00 0. 00 N 

1420 CA GLN A 97124.806 -6.180 13.260 1.00 0. 00 C 

1421 C GLN A 97125.447 -5.618 14.528 1.00 0. 00 C 

1422 0 GLN A 97125.540 -6.305 15.546 1.00 0.00 0 

1423 CB GLN A 97124.440 -7.652 13.466 1.00 0. 00 C 





ATOM 




ATOM 




ATOM 




ATOM 


5 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


10 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


15 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


20 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


25 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 
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ATOM 


1424 


CG 


GLN A 


97123. 317 


-7. 864 


14. 467 


1. 00 


0. 00 c 


ATOM 


1425 


CD 


GLN A 


97123. 167 


-9.317 


14. 876 


1. 00 


0.00 c 


ATOM 


1426 


0E1 


GLN A 


97122. 698 - 


•10. 148 


14. 099 


1. 00 


0. 00 0 


ATOM 


1427 


NE2 


GLN A 


97123. 569 


-9. 630 


16. 103 


1. 00 


0. 00 N 


ATOM 


1428 


H 


GLN A 


97126. 656 


-5. 886 


12. 274 


1. 00 


0. 00 H 


ATOM 


1429 


HA 


GLN A 


97123. 907 


-5. 622 


13. 049 


1. 00 


0. 00 H 


ATOM 


1430 


1HB 


GLN A 


97124. 134 


-8. 070 


12. 518 


1. 00 


0. 00 H 


ATOM 


1431 


2HB 


GLN A 


97125. 313 


-8. 182 


13. 818 


1. 00 


0. 00 H 


ATOM 


1432 


1HG 


GLN A 


97123. 522 


-7. 277 


15. 349 


1. 00 


0. 00 H 


ATOM 


1433 


2HG 


GLN A 


97122. 389 


-7. 534 


14. 024 


1. 00 


0.00 H 


ATOM 


1434 


1HE2 


GLN A 


97123. 933 


-8. 917 


16. 667 


1. 00 


0. 00 H 


ATOM 


1435 


2HE2 


GLN A 


97123. 484 


-10. 562 


16. 393 


1. 00 


0. 00 H 


ATOM 


1436 


N 


PRO A 


98125. 900 


-4. 353 


14. 483 


1. 00 


0. 00 N 


ATOM 


1437 


CA 


PRO A 


98126. 534 


-3. 700 


15. 632 


1. 00 


0.00 C 


ATOM 


1438 


C 


PRO A 


98125. 534 


-3. 370 


16. 735 


1. 00 


0. 00 C 


ATOM 


1439 


0 


PRO A 


98124. 728 


-2. 449 


16. 600 


1. 00 


0. 00 0 


ATOM 


1440 


CB 


PRO A 


98127. 113 


-2. 416 


15. 035 


1. 00 


0. 00 c 


ATOM 


1441 


CG 


PRO A 


98126. 248 


-2. 125 


13.858 


1. 00 


0.00 c 


ATOM 


1442 


CD 


PRO A 


98125. 829 


-3. 460 


13. 309 


1. 00 


0. 00 c 


ATOM 


1443 


HA 


PRO A 


98127. 332 


-4. 303 


16.039 


1. 00 


0. 00 H 


ATOM 


1444 


1HB 


PRO A 


98127. 067 


-1. 623 


15. 767 


1. 00 


0. 00 H 


ATOM 


1445 


2HB 


PRO A 


98128. 138 


-2. 583 


14.739 


1. 00 


0. 00 H 


ATOM 


1446 


1HG 


PRO A 


98125. 382 


-1. 559 


14. 170 


1. 00 


0.00 H 


ATOM 


1447 


2HG 


PRO A 


98126. 809 


-1. 575 


13. 117 


1. 00 


0. 00 H 


ATOM 


1448 


1HD 


PRO A 


98124.821 


-3. 411 


12. 924 


1.00 


0. 00 H 


ATOM 


1449 


2HD 


PRO A 


98126. 514 


-3. 784 


12. 538 


1. 00 


0.00 H 


ATOM 


1450 


N 


SER A 


99125. 590 


-4. 129 


17. 825 


1. 00 


0. 00 N 


ATOM 


1451 


CA 


SER A 


99124.688 


-3. 917 


18. 950 


1. 00 


0. 00 c 


ATOM 


1452 


C 


SER A 


99125. 020 


-4. 862 


20. 100 


1. 00 


0. 00 C 
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719 




ATOM 


1453 


0 


SER A 


99124. 804 


-6. 071 




ATOM 


1454 


CB 


SER A 


99123.236 


-4. 118 




ATOM 


1455 


OG 


SER A 


99122. 378 


-3. 188 




ATOM 


1456 


H 


SER A 


99126. 255 


-4. 849 


5 


ATOM 


1457 


HA 


SER A 


99124. 815 


-2. 899 




ATOM 


1458 


1HB 


SER A 


99123. 163 


-3. 983 




ATOM 


1459 


2HB 


SER A 


99122. 920 


-5. 118 




ATOM 


1460 


HG 


SER A 


99121. 811 


-2. 774 




ATOM 


1461 


N 


GLY A 


100125. 544 


-4. 304 


10 


ATOM 


1462 


CA 


GLY A 


100125. 896 


-5. Ill 




ATOM 


1463 


C 


GLY A 


100125. 496 


-4. 454 




ATOM 


1464 


0 


GLY A 


100124. 378 


-4. 651 




ATOM 


1465 


H 


GLY A 


100125. 692 


-3. 335 




ATOM 


1466 


1HA 


GLY A 


100125. 400 


-6. 066 


15 


ATOM 


1467 


2HA 


GLY A 


100126. 965 


-5. 270 




ATOM 


1468 


N 


PRO A 


101126. 396 


-3. 664 




ATOM 


1469 


CA 


PRO A 


101126. 116 


-2. 980 




ATOM 


1470 


C 


PRO A 


101125. 105 


-1. 850 




ATOM 


1471 


0 


PRO A 


101124. 312 


-1. 575 


20 


ATOM 


1472 


CB 


PRO A 


101127. 479 


-2. 422 




ATOM 


1473 


CG 


PRO A 


101128. 223 


-2. 260 




ATOM 


1474 


CD 


PRO A 


101127. 753 


-3. 373 




ATOM 


1475 


HA 


PRO A 


101125. 763 


-3. 670 




ATOM 


1476 


1HB 


PRO A 


101127. 346 


-1. 474 


25 


ATOM 


1477 


2HB 


PRO A 


101127. 973 


-3. 120 




ATOM 


1478 


IHG 


PRO A 


101127. 993 


-1. 301 




ATOM 


1479 


2HG 


PRO A 


101129. 285 


-2. 347 




ATOM 


1480 


IHD 


PRO A 


101127. 724 


-3. 042 




ATOM 


1481 


2HD 


PRO A 


101128. 394 


-4. 236 



PCT/JP2003/010288 

20. 005 1. 00 0. 00 0 
18.513 1.00 0.00 C 
19. 148 1. 00 0. 00 0 
17. 872 1. 00 0. 00 H 
19. 289 1. 00 0. 00 H 

17. 443 1. 00 0. 00 H 

18. 771 1. 00 0. 00 H 
18. 493 1. 00 0. 00 H 

21. 186 1. 00 0. 00 N 

22. 339 1. 00 0. 00 C 

23. 648 1. 00 0. 00 C 

24. 125 1. 00 0. 00 0 

21. 204 1. 00 0. 00 H 

22. 261 1. 00 0. 00 H 

22. 341 1. 00 0. 00 H 

24. 257 1. 00 0. 00 N 

25. 524 1. 00 0. 00 C 

25. 358 1. 00 0. 00 C 

26. 259 1. 00 0. 00 0 

25. 935 1. 00 0. 00 C 
24. 656 1. 00 0. 00 C 

23. 760 1. 00 0. 00 C 

26. 276 1. 00 0. 00 H 
26. 439 1. 00 0. 00 H 
26. 594 1. 00 0. 00 H 
24.216 1.00 0.00 H 

24. 835 1. 00 0. 00 H 
22.731 1.00 0. 00 H 
23. 862 1. 00 0. 00 H 
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ATOM 


1482 


N 


SER A 102125. 139 


-1. 199 


24. 199 


1. 00 


0. 00 N 




ATOM 


1483 


CA 


SER A 102124. 225 


-0. 098 


23.914 


1.00 


0. 00 c 




ATOM 


1484 


C 


SER A 102123.435 


-0. 365 


22. 637 


1. 00 


0. 00 c 




ATOM 


1485 


0 


SER A 102124.012 


-0. 552 


21. 566 


1. 00 


0.00 0 


5 


ATOM 


1486 


CB 


SER A 102125. 000 


1. 213 


23. 781 


1. 00 


0. 00 c 




ATOM 


1487 


OG 


SER A 102125. 222 


1. 806 


25. 049 


1. 00 


0. 00 0 




ATOM 


1488 


H 


SER A 102125. 793 


-1.465 


23. 521 


1. 00 


0. 00 H 




ATOM 


1489 


HA 


SER A 102123. 535 


-0.016 


24. 739 


1. 00 


0. 00 H 




ATOM 


1490 


1HB 


SER A 102125. 956 


1. 020 


23. 317 


1. 00 


0. 00 H 


10 


ATOM 


1491 


2HB 


SER A 102124.437 


1.902 


23. 168 


1. 00 


0. 00 H 




ATOM 


1492 


HG 


SER A 102124. 448 


2.315 


25. 305 


1. 00 


0. 00 H 




ATOM 


1493 


N 


SER A 103122. 112 


-0. 385 


22. 759 


1. 00 


0. 00 N 




ATOM 


1494 


CA 


SER A 103121. 243 


-0. 631 


21. 614 


1. 00 


0. 00 c 




ATOM 


1495 


C 


SER A 103119. 920 


0. 115 


21.765 


1. 00 


0. 00 c 


15 


ATOM 


1496 


0 


SER A 103119. 107 


-0. 212 


22. 629 


1. 00 


0. 00 0 




ATOM 


1497 


CB 


SER A 103120. 982 


-2. 129 


21.459 


1. 00 


0. 00 c 




ATOM 


1498 


OG 


SER A 103120. 388 


-2. 668 


22. 627 


1. 00 


0. 00 0 




ATOM 


1499 


H 


SER A 103121.710 


-0. 229 


23. 639 


1. 00 


0. 00 H 




ATOM 


1500 


HA 


SER A 103121. 748 


-0. 268 


20. 731 


1. 00 


0. 00 H 


20 


ATOM 


1501 


1HB 


SER A 103120. 316 


-2. 292 


20. 624 


1. 00 


0. 00 H 




ATOM 


1502 


2HB 


SER A 103121. 917 


-2. 639 


21.276 


1. 00 


0. 00 H 




ATOM 


1503 


HG 


SER A 103120. 531 


-3. 617 


22. 650 


1. 00 


0. 00 H 




ATOM 


1504 


N 


GLY A 104119. 713 


1. 118 


20.918 


1. 00 


0. 00 N 




ATOM 


1505 


CA 


GLY A 104118. 488 


1. 894 


20. 973 


1. 00 


0. 00 C 


25 


ATOM 


1506 


C 


GLY A 104117. 863 


2. 089 


19. 605 


1. 00 


0. 00 C 




ATOM 


1507 


0 


GLY A 104117. 616 


3. 253 


19. 226 


1. 00 


0. 00 0 




ATOM 


1508 


OXT GLY A 104117. 621 


1. 078 


18. 914 


1. 00 


0. 00 0 




ATOM 


1509 


H 


GLY A 104120. 396 


1. 333 


20. 250 


1. 00 


0. 00 H 




ATOM 


1510 


1HA 


GLY A 104117. 780 


1. 384 


21. 611 


1. 00 


0. 00 H 
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ATOM 1511 2HA GLY A 104118. 707 2.862 21.398 1.00 0. 00 H 

TER 1512 GLY A 104 

ENDMDL 



5 iLfcmmmmm; 1 4 

ATOM 1 N GLY A 1137.007 6.698 11.421 1.00 0. 00 N 

ATOM 2 CA GLY A 1136.169 6.784 12.650 1.00 0. 00 C 

ATOM 3 C GLY A 1135.283 8.014 12.663 1.00 0. 00 C 

ATOM 4 0 GLY A 1134.315 8.099 11.908 1.00 0.00 0 

10 ATOM 5 1H GLY A 1137.956 6.347 11.659 1.00 0. 00 H 

ATOM 6 2H GLY A 1137.096 7.637 10.983 1.00 0. 00 H 

ATOM 7 3H GLY A 1136.570 6.049 10.736 1.00 0. 00 H 

ATOM 8 1HA GLY A 1135.546 5.905 12.709 1.00 0. 00 H 

ATOM 9 2HA GLY A 1136.818 6.813 13.512 1.00 0. 00 H 

15 ATOMIO N SERA 2135.616 8.971 13.523 1.00 0. 00 N 

ATOMll CA SERA 2134.844 10.204 13.632 1.00 0. 00 C 

AT0M12 C SERA 2135.755 11.425 13.568 1.00 0. 00 C 

AT0M13 0 SER A 2135. 655 12. 239 12. 650 1. 00 0. 00 0 

AT0M14 CB SERA 2134.046 10.217 14.938 1.00 0. 00 C 

20 AT0M15 OG SERA 2132.921 9.360 14.856 1.00 0.00 0 

AT0M16 H SERA 2136.399 8.846 14.098 1.00 0. 00 H 

AT0M17 HA SERA 2134.156 10.239 12.801 1.00 0. 00 H 

ATOM 18 1HB SERA 2134.678 9.882 15.747 1.00 0. 00 H 

ATOM 19 2HB SERA 2133.705 11.221 15.139 1.00 0. 00 H 

25 ATOM20 HG SERA 2133.192 8.456 15.029 1.00 0. 00 H 

AT0M21 N SERA 3136.645 11.545 14.548 1.00 0. 00 N 

AT0M22 CA SERA 3137.575 12. 668 14.603 1.00 0. 00 C 

AT0M23 C SERA 3138.909 12.299 13.962 1.00 0. 00 C 

ATOM24 0 SERA 3139.477 11.244 14.248 1.00 0.00 0 



WO 2004/016781 

AT0M25 CB 

AT0M26 OG 

AT0M27 H 

AT0M28 HA 

5 AT0M29 1HB 

' AT0M30 2HB 

AT0M31 HG 

AT0M32 N 

AT0M33 CA 

10 AT0M34 C 

AT0M35 0 

AT0M36 H 

AT0M37 1HA 

AT0M38 2HA 

15 AT0M39 N 

AT0M40 CA 

AT0M41 C 

AT0M42 0 

AT0M43 CB 

20 AT0M44 OG 

AT0M45 H 

AT0M46 HA 

AT0M47 1HB 

AT0M48 2HB 

25 AT0M49 HG 

ATOMS 0 N 

AT0M51 CA 

AT0M52 C 

AT0M53 0 



• 

SERA 3137.794 

SERA 3138.507 

SERA 3136.676 

SER A 3137. 139 

SER A 3136. 838 

SERA 3138.361 

SER A 3137. 906 

GLY A 4139. 405 

GLY A 4140. 670 

GLY A 4141. 383 

GLY A 4141. 365 

GLY A 4138. 910 

GLY A 4141. 308 

GLY A 4140. 485 

SERA 5142.011 

SERA 5142.733 

SERA 5143.282 

SERA 5143.247 

SERA 5143.875 

SERA 5144.821 

SERA 5141.988 

SERA 5142.038 

SERA 5144.374 

SERA 5143.475 

SERA 5144.396 

SERA 6143.790 

SER A 6144. 347 

SER A 6143. 297 

SER A 6143. 595 



722 

13.104 16.051 

14.328 16.114 

10. 863 15. 252 

13.487 14.051 

13.234 16.536 

12. 346 16. 573 
15. 057 15. 945 
13.175 13.095 
12.923 12.429 

14. 202 12. 034 

15. 184 12. 776 

13. 999 12. 906 
12.359 13.092 
12.338 11.540 

14. 190 10. 862 
15.357 10.370 

15. 107 8. 970 
15.990 8.111 
15.715 11.323 
14.662 11.403 
13. 376 10.316 

16. 183 10. 329 

16. 603 10. 965 
15. 900 12. 308 
13.877 11.755 
13. 900 8. 745 
13. 534 7. 449 

13. 657 6. 350 

14. 099 5. 240 
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1. 00 0. 00 c 

1. 00 0. 00 0 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 N 

1. 00 0. 00 C 

1. 00 0. 00 c 

1. 00 0. 00 0 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 N 

1.00 0.00 C 

1. 00 0. 00 c 

1. 00 0. 00 0 

1. 00 0. 00 c 

1. 00 0. 00 0 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 N 

1. 00 0. 00 c 

1. 00 0. 00 C 

1. 00 0. 00 0 
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AT0M54 


CB 


SER A 


6144. 




AT0M55 


0G 


SER A 


6146. 




AT0M56 


H 


SER A 


6143. 




AT0M57 


HA 


SER A 


6145. 


5 


ATOM58 


IHB 


SER A 


6145. 




AT0M59 


2HB 


SER A 


6144. 




AT0M60 


HG 


SER A 


6146. 




AT0M6 1 


N 


GLY A 


7142. 




AT0M62 


CA 


GLY A 


7140. 


10 


AT0M63 


C 


GLY A 


7139. 




AT0M64 


0 


GLY A 


7139. 




AT0M65 


H 


GLY A 


7141. 




AT0M66 


1HA 


GLY A 


7140. 




AT0M67 


2HA 


GLY A 


7141. 


15 


AT0M68 


N 


LEU A 


8138. 




AT0M69 


CA 


LEU A 


8137. 




AT0M70 


C 


LEU A 


8136. 




AT0M71 


0 


LEU A 


8137. 




AT0M72 


CB 


LEU A 


8136. 


20 


AT0M73 


CG 


LEU A 


8136. 




AT0M74 


CDl 


LEU A 


8136. 




AT0M75 


CD2 


LEU A 


8135. 




AT0M76 


H 


LEU A 


8138. 




AT0M77 


HA 


LEU A 


8137. 


25 


A Tint f rr n 

AT0M78 


IHB 


LEU A 


8136. 




AT0M79 


2HB 


LEU A 


8135. 




AT0M80 


HG 


LEU A 


8137. 




AT0M81 


1HM 


LEU A 


8136. 




AT0M82 


2HD1 


LEU A 


8135. 





723 




W 


893 


12. 105 


7. 490 


1. 00 


049 


11. 976 


6. 680 


1. 00 


790 


13. 239 


9. 470 


1. 00 


158 


14. 212 


7. 233 


1. 00 


151 


11. 849 


8. 506 


1. 00 


137 


11. 422 


7. 128 


1. 00 


833 


12. 117 


7. 216 


1. 00 


068 


13. 266 


6. 667 


1. 00 


992 


13. 341 


5. 695 


1. 00 


657 


12.913 


6. 273 


1. 00 


594 


12. 396 


7. 389 


I. 00 


888 


12. 922 


7. 567 


1. 00 


909 


14. 360 


5. 345 


1. 00 


231 


12. 703 


4. 858 


1. 00 


589 


13. 127 


5. 512 


1. 00 


249 


12. 759 


5. 955 


1. 00 


760 


11.511 . 


5. 229 


1. 00 


474 


10. 939 


4. 405 


1. 00 


275 


13. 916 


5. 719 


1. 00 


473 


15. 126 


6. 634 


1. 00 


089 


16. 408 


5. 913 


1. 00 


660 


14. 964 


7.911 


1. 00 


704 


13. 542 


4. 632 


1. 00 


296 


12. 551 


7. 014 


1. 00 


382 


14. 244 


4. 695 


1. 00 


271 


13. 547 


5. 859 


1.00 


516 


15. 195 


6. 907 


1. 00 


166 


17. 241 


6. 597 


1. 00 


073 


16. 330 


5. 555 


1. 00 
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0.00 C 
0.00 0 
0.00 H 
0. 00 H 
0. 00 H 
0. 00 H 
0. 00 H 
0.00 N 
0. 00 C 
0.00 C 
0. 00 0 
0.00 H 
0. 00 H 
0. 00 H 
0. 00 N 
0.00 C 
0.00 C 
0. 00 0 
0. 00 c 
0. 00 C 
0. 00 C 
0.00 c 
0. 00 H 
0. 00 H 
0. 00 H 
0. 00 H 
0.00 H 
0. 00 H 
0. 00 H 
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ATOM83 3HD1 LEU A 8136. 755 16. 565 5. 078 1. 00 0. 00 H 

AT0M84 1HD2 LEU A 8136.213 15.371 8.743 1.00 0. 00 H 

AT0M85 2HD2 LEU A 8135.467 13.916 8.084 1.00 0. 00 H 

AT0M86 3HD2 LEU A 8134.723 15.491 7.809 1.00 0. 00 H 

5 ATOM87 N ALA A 9135.537 11.093 5.538 1.00 0. 00 N 

AT0M88 CA ALA A 9134.950 9.912 4.916 1.00 0. 00 C 

AT0M89 C ALA A 9133.745 10.285 4.060 1.00 0. 00 C 

ATOM90 0 ALA A 9132.629 10.414 4.565 1.00 0.00 0 

AT0M91 CB ALA A 9134.554 8.899 5.978 1.00 0. 00 C 

10 AT0M92 H ALA A 9135.015 11.591 6.203 1.00 0. 00 H 

AT0M93 HA ALA A 9135.701 9.462 4.284 1.00 0. 00 H 

AT0M94 1HB ALA A 9135.139 9.064 6.870 1.00 0. 00 H 

AT0M95 2HB ALA A 9134. 735 7. 900 5. 608 1. 00 0. 00 H 

AT0M96 3HB ALA A 9133.505 9.011 6.209 1.00 0. 00 H 

15 AT0M97 N MET A 10133. 977 10. 453 2. 763 1. 00 0. 00 N 

AT0M98 CA MET A 10132. 909 10. 809 1. 836 1. 00 0. 00 C 

AT0M99 C MET A 10133. 235 10. 328 0. 423 1. 00 0. 00 C 

ATOM 100 0 MET A 10134.398 10.306 0.019 1.00 0.00 0 

ATOM 101 CB MET A 10132. 689 12. 324 1. 837 1. 00 0. 00 C 

20 ATOM 102 CG MET A 10131.224 12.725 1.906 1.00 0. 00 C 

ATOM 103 SD MET A 10130. 954 14. 197 2. 912 1. 00 0. 00 S 

ATOM 104 CE MET A 10129.806 15.105 1.880 1.00 0. 00 C 

ATOM 105 H MET A 10134.887 10.335 2.421 1.00 0. 00 H 

ATOM 106 HA MET A 10132. 007 10. 322 2. 170 1. 00 0. 00 H 

25 ATOM 107 1HB MET A 10133.197 12.749 2.690 1.00 0. 00 H 

ATOM 108 2HB MET A 10133.112 12.740 0.934 1.00 0. 00 H 

ATOM 109 1HG MET A 10130.871 12.921 0.905 1.00 0. 00 H 

ATOM 110 2HG MET A 10130.661 11.908 2.331 1.00 0. 00 H 

ATOM 111 1HE MET A 10128.831 15.110 2.345 1.00 0. 00 H 
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ATOM 


112 2HE 


MET A 


10129. 742 


14. 634 




ATOM 


113 ! 


ME 


MET A 


10130. 153 


16. 122 




ATOM ■ 


114 


N 


PRO A 


11132. 208 


9. 938 




ATOM 


115 


CA 


PRO A 


11132.396 


9. 459 


5 


ATOM 


116 


C 


PRO A 


11133. 132 


10. 473 




ATOM 


117 


0 


PRO A 


11134. 059 


10. 114 




ATOM 


118 


CB 


PRO A 


11130. 970 


9. 244 




ATOM 


119 


CG 


PRO A 


11130. 125 


9. 113 




ATOM 


120 


CD 


PRO A 


11130.790 


9. 935 


10 


ATOM 


121 


HA 


PRO A 


11132. 931 


8. 521 




ATOM 


122 


1HB 


PRO A 


11130. 671 


10. 090 




ATOM 


123 


2HB 


PRO A 


11130.936 


8. 345 




ATOM 


124 


1HG 


PRO A 


11129. 137 


9. 495 




ATOM 


125 


2HG 


PRO A 


11130. 075 


8. 078 


15 


ATOM 


126 


1HD 


PRO A 


11130. 391 


10. 938 




ATOM 


127 


2HD 


PRO A 


11130. 664 


9. 470 




ATOM 


128 


N 


PRO A 


12132. 736 


11. 759 




ATOM 


129 


CA 


PRO A 


12133. 378 


12. 813 




ATOM 


130 


C 


PRO A 


12134. 869 


12. 923 


20 


ATOM 


131 


0 


PRO A 


12135. 631 


13. 466 




ATOM 


132 


CB 


PRO A 


12132. 653 


14. 092 




ATOM 


133 


CG 


PRO A 


12131. 361 


13. 627 




ATOM 


134 


CD 


PRO A 


12131. 646 


12. 290 




ATOM 


135 


HA 


PRO A 


12133. 232 


12. 654 


25 


ATOM 


136 


1HB 


PRO A 


12133. 249 


14. 614 




ATOM 


137 


2HB 


PRO A 


12132. 494 


14. 727 




ATOM 


138 


1HG 


PRO A 


12131. 023 


14. 325 




ATOM 


139 


2HG 


PRO A 


12130. 622 


13. 529 




ATOM 


140 


1HD 


PRO A 


12131. 969 


12. 408 
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0. 911 1. 00 0.00 H 

1. 763 1. 00 0.00 H 
0. 352 1. 00 0. 00 N 
•1. 725 1. 00 0.00 C 
■2. 599 1. 00 0.00 C 
-3. 325 1. 00 0. 00 0 
-2. 241 1. 00 0. 00 C 
-1. 020 1. 00 0. 00 C 
0.049 1.00 0.00 C 
-1. 742 1. 00 0. 00 H 
-2. 841 1. 00 0. 00 H 
-2. 840 1. 00 0. 00 H 
-1. 219 1. 00 0. 00 H 
-0. 718 1. 00 0. 00 H 

0. 056 1. 00 0. 00 H 

1. 014 1. 00 0. 00 H 
-2. 541 1.00 0. 00 N 
-3. 334 1. 00 0. 00 C 
-3. 039 1. 00 0. 00 C 
-3. 838 1. 00 0. 00 0 
-2. 900 1. 00 0. 00 C 
-2. 322 1. 00 0. 00 C 
-1. 702 1. 00 0. 00 C 
-4. 392 1. 00 0. 00 H • 
-2. 166 1. 00 0. 00 H 
-3. 758 1. 00 0. 00 H 
-1.569 1.00 0.00 H 
-3. 102 1. 00 0. 00 H 
-0. 678 1. 00 0. 00 H 
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ATOM 


141 : 


2HD 


PRO A 


12130. 775 


11. 657 




ATOM 


142 


N 


GLY A 


13135. 278 


12. 404 




ATOM 


143 


CA 


GLY A 


13136. 677 


12. 454 




ATOM 


144 


C 


GLY A 


13137. 536 


11.512 


5 


ATOM 


145 


0 


GLY A 


13138. 032 


11. 882 




ATOM 


146 


H 


GLY A 


13134. 624 


11. 983 




ATOM 


147 


1HA 


GLY A 


13137. 039 


13. 462 




ATOM 


148 


2HA 


GLY A 


13136. 764 


12. 186 




ATOM 


149 


N 


ASN A 


14137. 714 


10. 292 


10 


ATOM 


150 


CA 


ASN A 


14138. 520 


9. 294 




ATOM 


151 


C 


ASN A 


14137. 658 


8. 456 




ATOM 


152 


0 


ASN A 


14137. 807 


8. 520 




ATOM 


153 


CB 


ASN A 


14139. 226 


8. 385 




ATOM 


154 


CG 


ASN A 


14139. 889 


9. 167 


15 


ATOM 


155 


0D1 


ASN A 


14139. 791 


8. 801 




ATOM 


156 


ND2 ASN A 


14140. 569 


10. 250 




ATOM 


157 


H 


ASN A 


14137. 292 


10. 057 




ATOM 


158 


HA 


ASN A 


14139. 263 


9. 816 




ATOM 


159 


1HB 


ASN A 


14138. 503 


7.712 


20 


ATOM 


160 


2HB 


ASN A 


14139. 983 


7.811 




ATOM 


161 


1HD2 ASN A 


14140. 604 


10. 482 




ATOM 


162 


2HD2 


: ASN A 


14141. 006 


10. 774 




ATOM 


163 


N 


SER A 


15136. 756 


7.668 




ATOM 


164 


CA 


SER A 


15135. 870 


6. 817 


25 


ATOM 


165 


C 


SER A 


15134. 814 


6. 168 




ATOM 


166 


0 


SER A 


15133. 642 


6.086 




ATOM 


167 


CB 


SER A 


15136. 675 


5. 738 




ATOM 


168 


OG 


SER A 


15136. 145 


5.486 




ATOM 


169 


H 


SER A 


15136. 685 


7. 661 
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1. 754 1. 00 0. 00 H 

1. 885 1. 00 0. 00 N 

1. 503 1. 00 0. 00 C 

2. 324 1. 00 0. 00 C 

3. 388 1. 00 0. 00 0 
1. 287 1. 00 0. 00 H 
1. 637 1. 00 0. 00 H 
•0. 460 1. 00 0. 00 H 
•1. 828 1. 00 0. 00 N 
■2. 521 1. 00 0. 00 C 
-3. 459 1. 00 0. 00 C 
-4. 680 1. 00 0. 00 0 
-1. 513 1. 00 0. 00 C 
-0. 395 1. 00 0. 00 C 

0. 776 1. 00 0. 00 0 

-0. 752 1. 00 0. 00 N 

-0. 975 1. 00 0. 00 H 

-3. 105 1. 00 0. 00 H 

-1. 076 1. 00 0. 00 H 

-2. 025 1. 00 0. 00 H 

-1. 704 1. 00 0. 00 H 

-0. 049 1. 00 0. 00 H 

-2. 882 1. 00 0. 00 N 

-3. 666 1. 00 0. 00 C 

-2. 777 1. 00 0. 00 C 

-3. 146 1. 00 0. 00 0 

-4. 392 1. 00 0. 00 C 

-5. 682 1. 00 0. 00 0 

-1. 904 1. 00 0. 00 H 
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ATOM 


170 


HA 


SER A 


15135. 375 


7. 438 




ATOM 


171 


1HB 


SER A 


15137. 699 


6. 064 




ATOM 


172 


2HB 


SER A 


15136. 645 


4. 822 




ATOM 


173 


HG 


SER A 


15136. 794 


5. 013 


5 


ATOM 


174 


N 


HIS A 


16135. 237 


5. 708 




ATOM 


175 


CA 


HIS A 


16134. 328 


5. 066 




ATOM 


176 


C 


HIS A 


16134. 819 


5. 241 




ATOM 


177 


o. 


HIS A 


16134. 579 


4. 390 




ATOM 


178 


CB 


HIS A 


16134. 188 


3. 578 


10 


ATOM 


179 


CG 


HIS A 


16133. 030 


3. 270 




ATOM 


180 


ND1 


HIS A 


16131. 716 


3. 386 




ATOM 


181 


CD2 HIS A 


16132. 994 


2. 848 




ATOM 


182 


CE1 


HIS A 


16130. 921 


3. 048 




ATOM 


183 


NE2 HIS A 


16131. 672 


2. 718 


15 


ATOM 


184 


H 


HIS A 


16136. 183 


5. 803 




ATOM 


185 


HA 


HIS A 


16133. 363 


5. 540 




ATOM 


186 


1HB 


HIS A 


16135. 087 


3. 239 




ATOM 


187 


2HB 


HIS A 


16134. 054 


3. 026 




ATOM 


188 


HD1 


HIS A 


16131. 410 


3. 672 


20 


ATOM 


189 


HD2 


HIS A 


16133. 846 


2. 651 




ATOM 


190 


HE1 


HIS A 


16129. 841 


3. 042 




ATOM 


191 


HE2 HIS A 


16131. 339 


2. 344 




ATOM 


192 


N 


GLY A 


17135. 509 


6. 349 




ATOM 


193 


CA 


GLY A 


17136. 023 


6. 614 


25 


ATOM 


194 


C 


GLY A 


17137. 291 


5. 838 




ATOM 


195 


0 


GLY A 


17137. 373 


5. 129 




ATOM 


196 


H 


GLY A 


17135. 671 


6. 991 




ATOM 


197 


1HA 


GLY A 


17136. 231 


7. 669 




ATOM 


198 


2HA 


GLY A 


17135. 271 


6. 343 



PCT/JP2003/010288 

4. 397 1. 00 0. 00 H 

4. 495 1. 00 0. 00 H 

3. 819 1. 00 0. 00 H 

•6. 208 1. 00 0. 00 H 

•1. 604 1. 00 0. 00 N 

•0. 661 1. 00 0. 00 C 

0. 773 1. 00 0. 00 C 

1. 629 1. 00 0. 00 0 
-0. 988 1. 00 0. 00 C 
-1. 886 1. 00 0. 00 C 
-1. 485 1. 00 0. 00 N 
-3. 173 1. 00 0. 00 C 
-2. 485 1. 00 0. 00 C 
-3. 520 1. 00 0. 00 N 
-1. 367 1. 00 0. 00 H 
-0. 758 1. 00 0. 00 H 
-1. 479 1. 00 0. 00 H 
-0. 069 1. 00 0. 00 H 
-0. 599 1. 00 0. 00 H 
-3. 806 1. 00 0. 00 H 
-2. 461 1. 00 0. 00 H 
-4. 363 1. 00 0. 00 H 

1. 026 1. 00 0. 00 N 

2. 357 1. 00 0. 00 C 

2. 655 1. 00 0. 00 C 

3. 658 1. 00 0.00 0 
0. 304 1. 00 0. 00 H 

2. 447 1. 00 0. 00 H 

3. 082 1. 00 0. 00 H 
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ATOM 


199 


N LEU A 


18138. 283 


5. 971 




ATOM 


200 


CA LEU A 


18139. 554 


5. 277 




ATOM 


201 


C LEU A 


18140. 649 


6. 246 




ATOM 


202 


0 LEU A 


18141. 244 


6. 935 


5 


ATOM 


203 


CB LEU A 


18139. 959. 


4. 580 




ATOM 


204 


CG LEU A 


18138. 878 


3. 699 




ATOM 


205 


CD1 LEU A 


18139. 227 


3. 369 




ATOM 


206 


CD2 LEU A 


18138. 695 


2. 424 




ATOM 


207 


H LEU A 


18138. 157 


6. 552 


10 


ATOM 


208 


HA LEU A 


18139. 423 


4. 533 




ATOM 


209 


IHB LEU A 


18140. 239 


5. 337 




ATOM 


210 


2HB LEU A 


18140. 822 


3. 963 




ATOM 


211 


HG LEU A 


18137. 940 


4. 234 




ATOM 


212 


1HD1 LEU A 


18140. 039 


2. 657 


15 


ATOM 


213 


2HD1 LEU A 


18139. 526 


4. 271 




ATOM 


214 


3HD1 LEU A 


18138. 364 


2. 944 




ATOM 


215 


1HD2 LEU A 


18138. 956 


2. 612 




ATOM 


216 


2HD2 LEU A 


18139. 334 


1. 649 




ATOM 


217 


3HD2 LEU A 


18137. 664 


2. 105 


20 


ATOM 


218 


N GLU A 


19140. 909 


6. 294 




ATOM 


219 


CA GLU A 


19141. 933 


7. 179 




ATOM 


220 


C GLU A 


19142. 893 


6. 410 




ATOM 


221 


0 GLU A 


19142. 733 


5. 209 




ATOM 


222 


CB GLU A 


19141. 286 


8. 323 


25 


ATOM 


223 


CG GLU A 


19140. 180 


7. 869 




ATOM 


224 


CD GLU A 


19138. 807 


7. 933 




ATOM 


225 


0E1 GLU A 


19137. 904 


7. 200 




ATOM 


226 


0E2 GLU A 


19138. 636 


8. 715 




ATOM 


227 


H GLU A 


19140. 400 


5. 720 



PCT/JP2003/010288 

1. 780 1. 00 0. 00 N 

1. 953 1. 00 0. 00 C 

2. 386 1. 00 0. 00 C 
1. 559 1. 00 0. 00 0 
0. 654 1. 00 0. 00 C 
0. 027 1. 00 0. 00 C 
■1.416 1. 00 0. 00 C 

0. 837 1. 00 0. 00 C 

1. 000 1. 00 0. 00 H 

2. 725 1. 00 0. 00 H 
-0. 064 1. 00 0. 00 H 

0. 855 1. 00 0. 00 H 

0. 029 1. 00 0. 00 H 
-1.436 1. 00 0. 00 H 
-1. 929 1. 00 0. 00 H 
-1. 908 1. 00 0. 00 H 

1. 868 1. 00 0. 00 H , 
0. 440 1. 00 0. 00 H 
0. 779 1. 00 0. 00 H 

3. 689 1. 00 0. 00 N 

4. 232 1. 00 0. 00 C 

5. 134 1. 00 0. 00 C 
5. 347 1. 00 0. 00 0 
5. 014 1. 00 0. 00 C 
5. 954 1. 00 0. 00 C 
5. 313 1. 00 0. 00 C 
5. 770 1. 00 0. 00 0 
4. 354 1. 00 0. 00 0 
4. 299 1. 00 0. 00 H 



WO 2004/016781 




PCT/JP2003/010288 





ATOM 


228 


TT A 

HA 


GLU A 


19142. 488 


7. 591 


3. 403 


1. 00 


0. 00 H 




ATOM 


n rt n 

229 


1HB 


GLU A 


19142. 045 


8. 819 


5. 600 


1. 00 


0. 00 H 




ATOM 


n n n 

230 


r\ TTT\ 

2HB 


GLU A 


19140. 865 


9. 031 


4. 314 


1. 00 


0. 00 H 




ATOM 


231 


h tt r\ 

1HG 


GLU A 


19140. 374 


6. 849 


6. 251 


1. 00 


0. 00 H 


5 


ATOM 


232 


2HG 


GLU A 


19140. 184 


8. 504 


6. 827 


1. 00 


0. 00 H 




ATOM 


233 


N 


VAL A 


20143. 892 


7. 112 


5. 660 


1. 00 


0. 00 N 




ATOM 


234 


CA 


VAL A 


20144. 879 


6. 496 


6. 540 


1. 00 


0. 00 C 




ATOM 


235 


C 


VAL A 


20144. 212 


5. 870 


7. 760 


1. 00 


0. 00 c 




ATOM 


236 


0 


VAL A 


20143. 239 


6. 406 


8. 292 


1. 00 


0.00 0 


10 


ATOM 


237 


CB 


VAL A 


20145. 928 


7. 522 


7. 010 


1. 00 


0. 00 c 




ATOM 


238 


CGI 


VAL A 


20147. 026 


6. 838 


7. 811 


1. 00 


0.00 c 




ATOM 


239 


CG2 


VAL A 


20146. 514 


8. 269 


5. 820 


1. 00 


0. 00 c 




ATOM 


240 


H 


VAL A 


20143. 967 


8. 068 


5. 452 


1. 00 


0. 00 H 




ATOM 


241 


HA 


VAL A 


20145. 386 


5. 723 


5. 982 


1. 00 


0. 00 H 


15 


ATOM 


242 


HB 


VAL A 


20145. 439 


8. 240 


7. 652 


1. 00 


0. 00 H 




ATOM 


243 


1HG1 


VAL A 


20147. 242 


5. 874 


7. 375 


1. 00 


0. 00 H 




ATOM 


244 


2HG1 


VAL A 


20146. 697 


6. 706 


8. 832 


1. 00 


0.00 H 




ATOM 


245 


3HG1 


VAL A 


20147. 917 


7. 448 


7. 795 


1. 00 


0.00 H 




ATOM 


246 


1HG2 


VAL A 


20146. 464 


7. 643 


4. 942 


1. 00 


0.00 H 


20 


ATOM 


247 


2HG2 


VAL A 


20147. 544 


8. 520 


6. 025 


1. 00 


0. 00 H 




ATOM 


248 


3HG2 


VAL A 


20145. 949 


9. 174 


5. 650 


1. 00 


0. 00 H 




ATOM 


249 


N 


GLY A 


2H44. 742 


4. 733 


8. 199 


1. 00 


0. 00 N 




ATOM 


250 


CA 


GLY A 


2H44. 184 


4. 052 


9. 354 


1. 00 


0.00 C 




ATOM 


251 


C 


GLY A 


2H43. 152 


3. 010 


8. 969 


1. 00 


0.00 C 


25 


ATOM 


252 


0 


GLY A 


2H43. 170 


1. 890 


9. 482 


1. 00 


0.00 0 




ATOM 


253 


H 


GLY A 


21145. 516 


4. 352 


7. 736 


1. 00 


0.00 H 




ATOM 


254 


1HA 


GLY A 


21144. 984 


3. 569 


9. 893 


1. 00 


0.00 H 




ATOM 


255 


2HA 


GLY A 


21143. 719 


4. 783 


9. 998 


1. 00 


0.00 H 




ATOM 


256 


N 


SER A 


22142. 249 


3. 378 


8. 067 


1. 00 


0. 00 N 
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ATOM 

nl Urn 


U 0 i 


PA 
bA 




ATOM 

A 1 UlYi 


lid Q 


P 




ATOM 


9RQ 


u 
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A 1 UlVl 


9fi0 


pe 




ATOM 

A 1 UM 


60 1 


op 




ATOM 


9fi9 
u 0 L 


ii 
ti 




ATOM 
Alum 


9fU 


UA 

ha 




ATOM 
a 1 UlYi 


9R4 
Z0*i 


1 tftt 




ATOM 

AlUM 


zoo 


9UD 

ZnJJ 


10 

1U 


ATOM 
AlUM 


ZOO 


UP 




ATOM 
AlUM 


9A7 
ZO f 


Kf 

JN 




ATOM 


9R8 

ZOo 


P A 

LA 




ATOM 
A 1 UIVl 


9 fiG 

zoy 


t 




ATOM 
AlUM 


97fi 


n 
u 


1 R 
1 0 


ATOM 


971 
Z I I 


Id 




ATfiM 
AlUM 


979 
Z / Z 


pp 




ATOM 
AlUM 


979 
Z 1 0 


11)1 




ATOM 
AlUM 


97/1 
Z ( 4 


pno 
LUz 




ATOM 
AlUM 


97t; 

Z / D 


TJ 

n 


90 


ATOM 
AlUM 


97R 
Z ( 0 


UA 

nA 




ATOM 
AlUM 


977 
Z ( ( 


1 UD 




ATOM 

AlUM 


978 
Z I o 


6 tin 




ATOM 

AlUM 


97Q 


HP 
ilu 




ATOM 

AlUM 


9R0 


IHUl 




ATOM 

AlUM 


9R1 
ZO 1 


o rrn i 




ATOM 


282 


3HD1 




ATOM 


283 


1HD2 




ATOM 


284 


2HD2 




ATOM 


285 


3HD2 



730 

SER A 22141. 204 2.467 

SER A 22141. 786 1. 358 

SERA 22142.822 1.538 

SER A 22140. 134 3. 232 

SER A 22139.423 4. 122 

SER A 22142. 286 4. 284 

SERA 22140.750 2.024 

SERA 22140.604 3.802 

SERA 22139.435 2.531 

SER A 22138. 513 4. 188 

LEU A 23141. 116 0. 211 

LEU A 23141.567 -0.929 

LEU A 23141. 124 -0. 794 

LEU A 23140. 077 -0. 212 

LEU A 23141. 027 -2. 233 

LEU A 23141. 478 -2. 531 

LEU A 23140. 431 -3. 358 

LEU A 23142. 820 -3.250 

LEU A 23140. 297 0. 128 

LEU A 23142. 646 -0. 949 

LEU A 23139. 947 -2. 188 

LEU A 23141. 345 -3.049 

LEU A 23141. 599 -1. 599 

LEU A 23139.753 -2.701 

LEU A 23140. 918 -4. 011 

LEU A 23139.879 -3.950 

LEU A 23143.428 -2.871 

LEU A 23142.659 -4.309 

LEU A 23143.323 -3.079 
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7. 615 1. 00 0. 00 C 

6. 747 1. 00 0. 00 C 

6. 104 1. 00 0. 00 0 

6. 834 1. 00 0. 00 C 

7. 678 1. 00 0. 00 0 

7. 696 1. 00 0. 00 H 

8. 489 1. 00 0. 00 H 
6. 047 1. 00 0. 00 H 

6. 403 1. 00 0. 00 H 

7. 381 1. 00 0. 00 H 
6. 730 1. 00 0. 00 N 

5. 940 1. 00 0. 00 C 
4. 487 1. 00 0. 00 C 

4. 198 1. 00 0. 00 0 

6. 531 1. 00 0. 00 C 

7. 961 1. 00 0. 00 C 

8. 690 1. 00 0. 00 C 
7. 957 1. 00 0. 00 C 

7. 263 1. 00 0. 00 H 

5. 974 1. 00 0. 00 H 

6. 518 1. 00 0. 00 H 
5. 899 1. 00 0. 00 H 

8. 496 1. 00 0. 00 H 

9. 213 1. 00 0. 00 H 
9. 400 1. 00 0. 00 H 

7. 975 1. 00 0. 00 H 
7. 148 1. 00 0. 00 H 

7. 822 1. 00 0. 00 H 

8. 896 1. 00 0. 00 H 
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ATOM 


286 


N 




ATOM 


287 


CA 




ATOM 


288 


C 




ATOM 


289 


0 


5 


ATOM 


290 


CB 




ATOM 


291 


H 




ATOM 


292 


HA 




ATOM 


293 


1HB 




ATOM 


294 


2HB 


10 


ATOM 


295 


3HB 




ATOM 


296 


N 




ATOM 


297 


CA 




ATOM 


298 


C 




ATOM 


299 


0 


15 


ATOM 


300 


CB 




ATOM 


301 


CG 




ATOM 


302 


CD 




ATOM 


303 


0E1 




ATOM 


304 


0E2 


20 


ATOM 


305 


H 




ATOM 


306 


HA 




ATOM 


307 


1HB 




ATOM 


308 


2HB 




ATOM 


309 


1HG 


25 


ATOM 


310 


2HG 




ATOM 


311 


N 




ATOM 


312 


CA 




ATOM 


313 


C 




ATOM 


314 


0 



731 

ALA A 24141. 926 -1. 332 

ALA A 24141.616 -1.272 

ALA A 24142. 176 -2. 483 

ALA A 24143.212 -3.029 

ALA A 24142. 160 0. 014 

ALA A 24142. 746 -1. 783 

ALA A 24140. 541 -1. 265 

ALA A 24141. 945 0. 035 

ALA A 24143. 229 0. 059 

ALA A 24141. 694 0. 863 

GLU A 25141. 485 -2. 897 

GLU A 25141. 914 -4. 044 

GLU A 25142.278 -3.617 

GLU A 25141. 740 -2. 641 

GLU A 25140. 812 -5. 104 

GLU A 25141. 271 -6. 438 

GLU A 25140. 118 -7. 287 

GLU A 25140. 180 -8. 524 

GLU A 25139. 154 -6. 715 

GLU A 25140. 668 -2. 420 

GLU A 25142.790 -4.465 

GLU A 25140.451 -5. 267 

GLU A 25140. 000 -4. 739 

GLU A 25141. 944 -6. 253 

GLU A 25141. 793 -6. 982 

VAL A 26143. 193 -4.356 

VAL A 26143. 628 -4. 055 

VAL A 26143. 295 -5. 201 

VAL A 26143. 563 -6. 365 



PCT/JP2003/010288 

3. 576 1. 00 0. 00 N 

2. 153 1. 00 0. 00 C 
1.414 1.00 0.00 C 
1. 794 1. 00 0. 00 0 

1. 549 1. 00 0. 00 C 

3. 867 1. 00 0. 00 H 

2. 046 1. 00 0. 00 H 

0. 491 1. 00 0. 00 H 

1. 700 1. 00 0. 00 H 

2. 027 1. 00 0. 00 H 
0. 357 1. 00 0. 00 N 

-0. 436 1. 00 0. 00 C 

-1. 855 1. 00 0. 00 C 

-2. 377 1. 00 0. 00 0 

-0. 475 1. 00 0. 00 C 

-1. 041 1. 00 0. 00 C 

-1. 539 1. 00 0. 00 C 

-1. 381 1. 00 0. 00 0 

-2. 089 1. 00 0. 00 0 

0. 104 1. 00 0. 00 H 

0. 037 1. 00 0. 00 H 

0. 528 1. 00 0. 00 H 

-1. 087 1. 00 0. 00 H 

-1. 865 1. 00 0. 00 H 

-0. 267 1. 00 0. 00 H 

-2. 473 1. 00 0. 00 N 

-3. 833 1. 00 0. 00 C 

-4. 783 1. 00 0. 00 C 

-4. 486 1. 00 0. 00 0 
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732 





ATOM 


315 


CB 


VAL A 


26145. 142 


-3. 779 




ATOM 


316 


CGI VAL A 


26145. 542 


-3. 276 




ATOM 


317 


CG2 VAL A 


26145. 544 


-2. 784 




ATOM 


318 


H 


VAL A 


26143. 585 


-5. 123 


■5 


ATOM 


319 


HA 


VAL A 


26143. 108 


-3. 166 




ATOM 


320 


HB 


VAL A 


26145. 664 


-4. 708 




ATOM 


321 


1HG1 


VAL A 


26145. 881 


-4. 106 




ATOM 


322 


2HG1 


VAL A 


26146. 338 


-2. 552 




ATOM 


323 


3HG1 


VAL A 


26144. 690 


-2. 811 


10 


ATOM 


324 


1HG2 VAL A 


26145. 218 


-1. 794 




ATOM 


325 


2HG2 


VAL A 


26146. 618 


-2. 790 




ATOM 


326 


3HG2 VAL A 


26145. 082 


-3. 061 




ATOM 


327 


N 


LYS A 


27142. 711 


-4. 862 




ATOM 


328 


CA 


LYS A 


27142. 343 


-5. 861 


15 


ATOM 


329 


C 


LYS A 


27143. 544 


-6. 240 




ATOM 


330 


0 


LYS A 


27143. 826 


-5. 593 




ATOM 


331 


CB 


LYS A 


27141. 211 


-5. 337 




ATOM 


332 


CG 


LYS A 


27139. 824 


-5. 630 




ATOM 


333 


CD 


LYS A 


27138. 839 


-4. 529 


20 


ATOM 


334 


CE 


LYS A 


27137. 412 


-5. 050 




ATOM 


335 


NZ 


LYS A 


27137. 180 


-5. 955 




ATOM 


336 


H 


LYS A 


27142. 524 


-3.916 




ATOM 


337 


HA 


LYS A 


27142. 000 


-6. 741 




ATOM 


338 


1HB 


LYS A 


27141. 316 


-4. 267 


25 


ATOM 


339 


2HB 


LYS A 


27141. 293 


-5. 792 




ATOM 


340 


1HG 


LYS A 


27139. 474 


-6.563 




ATOM 


341 


2HG 


LYS A 


27139. 883 


-5. 709 




ATOM 


342 


1HD 


LYS A 


27138. 906 


-3. 743 




ATOM 


343 


2HD 


LYS A 


27139. 095 


-4. 136 



PCT/JP2003/010288 

3. 889 1. 00 0. 00 C 

5.268 1.00 0. 00 C 

2.812 1.00 0.00 C 

•2. 005 1. 00 0. 00 H 

-4. 160 1. 00 0.00 H 

-3. 706 1. 00 0. 00 H 

-5. 870 1. 00 0. 00 H 

-5. 170 1. 00 0. 00 H 

-5. 743 1. 00 0. 00 H 

-3. 097 1. 00 0. 00 H 

-2. 699 1. 00 0. 00 H 

-1. 876 1. 00 0. 00 H 

-5. 928 1. 00 0. 00 N 

-6. 923 1. 00 0. 00 C 

-7. 783 1. 00 0. 00 C 

-8. 793 1. 00 0. 00 0 

-7. 809 1. 00 0. 00 C 

-7. 261 1. 00 0. 00 C 

-7. 622 1. 00 0. 00 C 

-7. 659 1. 00 0. 00 C 

-8. 818 1. 00 0. 00 N 

-6. 107 1. 00 0. 00 H 

-6. 399 1. 00 0. 00 H 

-7. 911 1. 00 0. 00 H 

-8. 785 1. 00 0. 00 H 

-7. 675 1. 00 0. 00 H 

-6. 184 1. 00 0. 00 H 

-6. 886 1. 00 0. 00 H 

-8. 595 1. 00 0. 00 H 



WO 2004/016781 




733 





ATOM 


344 


1HE 


LYS A 


27137. 216 


-5. 592 




ATOM 


345 


2HE 


LYS A 


27136. 737 


-4. 209 




ATOM 


346 


1HZ 


LYS A 


27138. 080 


-6. 370 




ATOM 


347 


2HZ 


LYS A 


27136. 760 


-5. 425 


5 


ATOM 


348 


3HZ 


LYS A 


27136. 531 


-6. 722 




ATOM 


349 


N 


GLU A 


28144. 248 


-7. 292 




ATOM 


350 


CA 


GLU A 


28145.419 


-7. 756 




ATOM 


351 


C 


GLU A 


28145. 464 


-9. 280 




ATOM 


352 


0 


GLU A 


28144. 576 


-9. 953 


10 


ATOM 


353 


CB 


GLU A 


28146. 698 


-7. 213 




ATOM 


354 


CG 


GLU A 


28147. 678 


-6. 624 




ATOM 


355 


CD 


GLU A 


28147. 048 


-5. 559 




ATOM 


356 


0E1 


GLU A 


28147. 122 


-4. 368 




ATOM 


357 


0E2 


GLU A 


28146. 480 


-5. 916 


15 


ATOM 


358 


H 


GLU A 


28143. 974 


-7. 767 




ATOM 


359 


HA 


GLU A 


28145. 348 


-7. 381 




ATOM 


360 


1HB 


GLU A 


28146. 432 


-6. 442 




ATOM 


361 


2HB 


GLU A 


28147. 194 


-8.016 




ATOM 


362 


1HG 


GLU A 


28148. 502 


-6. 180 


20 


ATOM 


363 


2HG 


GLU A 


28148. 049 


-7.417 




ATOM 


364 


N 


ASN A 


29146. 504 


-9. 819 




ATOM 


365 


CA 


ASN A 


29146. 664 


-11. 264 




ATOM 


366 


C 


ASN A 


29146. 770 


-11. 906 




ATOM 


367 


0 


ASN A 


29145. 957 


-12.756 


25 


ATOM 


368 


CB 


ASN A 


29147. 905 


-11. 598 




ATOM 


369 


CG 


ASN A 


29147. 568 


-11. 905 




ATOM 


370 


0D1 


ASN A 


29147. 707 


-13. 040 




ATOM 


371 


ND2 ASN A 


29147. 121 


-10. 890 




ATOM 


372 


H 


ASN A 


29147. 179 


-9. 231 
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•6. 746 1. 00 0. 00 H 

-7. 728 1. 00 0. 00 H 

-9.134 1.00 0. 00 H 

-9. 607 1. 00 0. 00 H 

-8. 548 1. 00 0. 00 H 

-7. 378 1. 00 0. 00 N 

-8. 113 1. 00 0.00 C 

-8. 158 1. 00 0. 00 C 

-7. 632 1. 00 0. 00 0 

-7. 470 1. 00 0. 00 C 

-8. 470 1. 00 0. 00 C 

-9. 346 1. 00 0. 00 C 

-8. 979 1. 00 0. 00 0 

10. 400 1. 00 0. 00 0 • 

-6. 566 1. 00 0. 00 H 

-9. 123 1. 00 0. 00 H 

-6. 762 1. 00 0. 00 H 

-6. 944 1. 00 0. 00 H 

-7. 931 1. 00 0. 00 H 

-9. 103 1. 00 0. 00 H 

-8. 786 1. 00 0. 00 N 

-8. 897 1. 00 0. 00 C 

-7. 515 1. 00 0. 00 C 

-7. 154 1. 00 0. 00 0 

-9. 727 1. 00 0. 00 C 

•11. 173 1. 00 0. 00 C 

-11. 628 1. 00 0. 00 0 

-11.905 1.00 0. 00 N 

-9. 184 1. 00 0. 00 H 



WO 2004/016781 



734 





ATOM 


373 


HA 


ASN A 


29145.791 - 


-11. 656 




ATOM 


374 


1HB 


ASN A 


29148.582 • 


-10. 758 




ATOM 


375 


2HB 


ASN A 


29148. 395 • 


-12. 461 




ATOM 


376 


1HD2 


ASN A 


29147.036 • 


-10.013 • 


5 


ATOM 


377 


2HD2 


ASN A 


29146. 896 


-11. 059 




ATOM 


378 


N 


PRO A 


30147. 778 


-11. 503. 




ATOM 


379 


CA 


PRO A 


30147. 987 


-12. 042 




ATOM 


380 


C 


PRO A 


30147. 010 


-11. 453 




ATOM 


381 


0 


PRO A 


30147. 110 


-10. 279 


10 


ATOM 


382 


CB 


PRO A 


30149.417 


-11. 613 




ATOM 


383 


CG 


PRO A 


30149. 612 


-10. 350 




ATOM 


384 


CD 


PRO A 


30148. 794 


-10. 492 




ATOM 


385 


HA 


PRO A 


30147. 919 


-13. 119 




ATOM 


386 


1HB 


PRO A 


30149. 514 


-11. 450 


15 


ATOM 


387 


2HB 


PRO A 


30150. 108 


-12. 378 




ATOM 


388 


1HG 


PRO A 


30149. 261 


-9. 510 




ATOM 


389 


2HG 


PRO A 


30150. 656 


-10. 228 




ATOM 


390 


1HD 


PRO A 


30148. 328 


-9. 553 




ATOM 


391 


2HD 


PRO A 


30149. 413 


-10. 838 


20 


ATOM 


392 


N 


PRO A 


31146. 049 


-12. 260 




ATOM 


393 


CA 


PRO A 


31145. 058 


-11. 803 




ATOM 


394 


C 


PRO A 


31145. 678 


-11. 530 




ATOM 


395 


0 


PRO A 


31145. 993 


-12. 457 




ATOM 


396 


CB 


PRO A 


31144. 073 


-12. 971 


25 


ATOM 


397 


CG 


PRO A 


31144. 865 


-14. 165 




ATOM 


398 


CD 


PRO A 


31145. 851 


-13. 676 




ATOM 


399 


HA 


PRO A 


31144. 543 


-10. 918 




ATOM 


400 


1HB 


PRO A 


31143. 707 


-13. 064 




ATOM 


401 


2HB 


PRO A 


31143. 247 


-12. 798 



PCT/JP2003/010288 

-9. 396 1. 00 0. 00 H 

-9. 706 1. 00 0. 00 H 

-9. 300 1. 00 0. 00 H 

11.476 1.00 0.00 H 

12. 842 1. 00 0. 00 H 

-6. 723 1. 00 0. 00 N 

-5. 377 1. 00 0. 00 C 

-4. 360 1. 00 0. 00 C 

-4. 003 1. 00 0. 00 0 

-5. 053 1. 00 0. 00 C 

-5. 820 1. 00 0. 00 C 

-7. 077 1. 00 0. 00 C 

-5. 365 1. 00 0. 00 H 

-3. 989 1. 00 0. 00 H 

-5. 371 1. 00 0. 00 H 

-5. 238 1. 00 0. 00 H 

-6. 065 1. 00 0. 00 H 

-7. 331 1. 00 0. 00 H 

-7. 892 1. 00 0. 00 H 

-3. 875 1. 00 0. 00 N 

-2. 895 1. 00 0. 00 C 

-1. 530 1. 00 0. 00 C 

-0. 783 1. 00 0. 00 0 

-2. 811 1. 00 0. 00 C 

-3.217 1.00 0.00 C 

-4. 241 1. 00 0. 00 C 

-3. 239 1. 00 0. 00 H 

-1. 799 1. 00 0. 00 H 

-3. 485 1. 00 0. 00 H 



WO 2004/016781 






ATOM 


402 


1HG 


PRO A 


31145. 383 - 


-14. 570 




ATOM 


403 


2HG 


PRO A 


31144. 213 - 


-14. 909 




ATOM 


404 


1HD 


PRO A 


31146. 777 - 


-14. 227 




ATOM 


405 


2HD 


PRO A 


31145. 439 - 


-13. 763 


5 


ATOM 


406 


N 


PHE A 


32145. 851 • 


-10. 252 




ATOM 


407 


CA 


PHE A 


32146. 434 


-9. 855 




ATOM 


408 


C 


PHE A 


32145. 612 


-8. 748 




ATOM 


409 


0 


PHE A 


32144. 860 


-8. 042 




ATOM 


410 


CB 


PHE A 


32147. 877 


-9. 388 


10 


ATOM 


411 


CG 


PHE A 


32148. 019 


-8. 298 




ATOM 


412 


CD1 


PHE A 


32147. 534 


-7. 025 




ATOM 


413 


CD2 


PHE A 


32148. 640 


-8. 547 




ATOM 


414 


CEl 


PHE A 


32147.664 


-6. 020 




ATOM 


415 


CE2 


PHE A 


32148. 773 


-7. 546 


15 


ATOM 


416 


CZ 


PHE A 


32148. 284 


-6. 282 




ATOM 


417 


H 


PHE A 


32145. 580 


-9. 558 




ATOM 


418 


HA 


PHE A 


32146. 430 


-10. 719 




ATOM 


419 


1KB 


PHE A 


32148. 258 


-9. 013 




ATOM 


420 


2HB 


PHE A 


32148. 479 


-10. 226 


20 


ATOM 


421 


HD1 


PHE A 


32147. 050 


-6. 820 




ATOM 


422 


HD2 


PHE A 


32149. 021 


-9. 536 




ATOM 


423 


HE1 


PHE A 


32147. 282 


-5. 032 




ATOM 


424 


HE 2 


PHE A 


32149. 257 


-7. 753 




ATOM 


425 


HZ 


PHE A 


32148. 387 


-5. 497 


25 


ATOM 


426 


N 


TYR A 


33145. 762 


-8. 603 




ATOM 


427 


CA 


TYR A 


33145. 034 


-7. 581 




ATOM 


428 


C 


TYR A 


33145. 997 


-6. 644 




ATOM 


429 


0 


TYR A 


33147. 087 


-7. 049 




ATOM 


430 


CB 


TYR A 


33144. 087 


-8. 234 



PCT7JP2003/010288 

2. 361 1. 00 0. 00 H 

3. 651 1. 00 0. 00 H 

4. 165 1. 00 0. 00 H 
•5. 235 1. 00 0. 00 H 
■1. 209 1. 00 0. 00 N 
0. 067 1. 00 0. 00 C 
0. 720 1. 00 0. 00 C 
0. 049 1. 00 0. 00 0 
-0. 130 1. 00 0. 00 C 
-1. 154 1. 00 0. 00 C 
-0. 902 1. 00 0. 00 C 
-2. 368 1. 00 0. 00 C 
-1. 841 1. 00 0. 00 C 
-3. 312 1. 00 0. 00 C 
-3. 048 1. 00 0. 00 C 
-1. 846 1. 00 0. 00 H 

0.715 1.00 0. 00 H 

0. 808 1. 00 0. 00 H 

-0. 449 1. 00 0. 00 H 

0. 041 1. 00 0. 00 H 

-2. 575 1. 00 0. 00 H 

-1.634 1.00 0. 00 H 

-4. 255 1. 00 0. 00 H 

-3. 785 1. 00 0. 00 H 

2. 033 1. 00 0. 00 N 

2. 776 1. 00 0. 00 C 

3. 499 1. 00 0. 00 C 
3. 903 1. 00 0. 00 0 
3. 785 1. 00 0. 00 C 



WO 2004/016781 ^| 

w 736 





ATOM 


431 


CG 


TYR A 


33142. 732 


-8. 579 




ATOM 


432 


CD1 


TYR A 


33141.918 


-7. 595 




ATOM 


433 


CD 2 TYR A 


33142. 269 


-9. 888 




ATOM 


434 


CE1 


TYR A 


33140. 679 


-7. 907 


5 


ATOM 


435 


CE2 


TYR A 


33141. 032 - 


-10. 209 




ATOM 


436 


CZ 


TYR A 


33140. 241 


-9. 215 




ATOM 


437 


OH 


TYR A 


33139. 009 


-9. 529 




ATOM 


438 


H 


TYR A 


33146. 377 


-9. 197 




ATOM 


439 


HA 


TYR A 


33144. 454 


-7. 007 


10 


ATOM 


440 


1HB 


TYR A 


33144. 533 


-9. 146 




ATOM 


441 


2HB 


TYR A 


33143. 933 


-7. 557 




ATOM 


442 


HD1 


TYR A 


33142. 264 


-6. 572 




ATOM 


443 


HD2 


TYR A 


33142. 890 


-10. 665 




ATOM 


444 


HE1 


TYR A 


33140. 061 


-7. 129 


15 


ATOM 


445 


HE2 TYR A 


33140. 689 


-11. 232 




ATOM 


446 


HH 


TYR A 


33139. 108 


-9. 788 




ATOM 


447 


N 


GLY A 


34145. 588 


-5. 390 




ATOM 


448 


CA 


GLY A 


34146. 426 


-4.415 




ATOM 


449 


C 


GLY A 


34145. 678 


-3. 140 


20 


ATOM 


450 


0 


GLY A 


34144. 607 


-2. 877 




ATOM 


451 


H 


GLY A 


34144. 709 


-5. 124 




ATOM 


452 


1HA 


GLY A 


34146. 802 


-4. 851 




ATOM 


453 


2HA 


GLY A 


34147. 260 


-4. 172 




ATOM 


454 


N 


VAL A 


35146. 244 


-2. 346 


25 


ATOM 


455 


CA 


VAL A 


35145. 624 


-1.091 




ATOM 


456 


C 


VAL A 


35146. 363 


0. 106 




ATOM 


457 


0 


VAL A 


35147. 579 


0.065 




ATOM 


458 


CB 


VAL A 


35145. 590 


-0. 957 




ATOM 


459 


CG] 


[ VAL A 


35147. 001 


-0. 934 



0^ PCT/JP2003/010288 

3. 208 1. 00 0. 00 C 

2. 662 1. 00 0. 00 C 

3. 211 1. 00 0. 00 C 
2. 134 1. 00 0. 00 C 
2. 685 1. 00 0. 00 C 
2. 148 1. 00 0. 00 C 

1. 623 1. 00 0. 00 0 

2. 512 1. 00 0. 00 H 
2. 070 1. 00 0. 00 H 

4. 150 1. 00 0. 00 H 
4. 614 1. 00 0. 00 H 

2. 652 1. 00 0. 00 H 

3. 633 1. 00 0. 00 H 

1. 713 1. 00 0. 00 H 

2. 695 1. 00 0. 00 H 
0. 703 1. 00 0. 00 H 

3. 655 1. 00 0. 00 N 

4. 328 1. 00 0. 00 C 
4. 665 1. 00 0. 00 C 

4. 118 1. 00 0. 00 0 
3. 312 1. 00 0. 00 H 

5. 242 1. 00 0. 00 H 
3. 688 1. 00 0. 00 H 
5. 568 1. 00 0. 00 N 
5. 977 1. 00 0. 00 C 
5. 385 1. 00 0. 00 C 
5. 197 1. 00 0.00 0 

7. 512 1. 00 0. 00 C 

8. 085 1. 00 0. 00 C 



WO 2004/016781 



737 





ATOM 


460 


CG2 VAL A 


35144. 819 


0. 290 




ATOM 


461 


H VAL A 


35147. 099 


-2. 610 




ATOM 


462 


HA VAL A 


35144. 607 


-1. 089 




ATOM 


463 


HB VAL A 


35145.078 


-1. 818 


5 


ATOM 


464 


1HG1 VAL A 


35147. 266 


0. 078 




ATOM 


465 


2HG1 VAL A 


35147. 694 


-1. 306 




ATOM 


466 


3HG1 VAL A 


35147. 042 


-1. 560 




ATOM 


467 


1HG2 VAL A 


35145. 219 


1. 148 




ATOM 


468 


2HG2 VAL A 


35144. 916 


0. 437 


10 


ATOM 


469 


3HG2 VAL A 


35143. 777 


0. 168 




ATOM 


470 


N ILE A 


36145. 621 


1. 169 




ATOM 


471 


CA ILE A 


36146. 207 


2. 375 




ATOM 


472 


C ILE A 


36147. 145 


3. 051 




ATOM 


473 


0 ILE A 


36146. 891 


3.051 


15 


ATOM 


474 


CB ILE A 


36145. 120 


3. 381 




ATOM 


475 


CGI ILE A 


36144. 081 


2. 694 




ATOM 


476 


CG2 ILE A 


36145. 747 


4. 563 




ATOM 


477 


CD1 ILE A 


36142. 977 


3. 619 




ATOM 


478 


H ILE A 


36144. 656 


1. 141 


20 


ATOM 


479 


HA ILE A 


36146. 771 


2. 090 




ATOM 


480 


HB ILE A 


36144. 634 


3. 753 




ATOM 


481 


1HG1 ILE A 


36144. 572 


2. 298 




ATOM 


482 


2HG1 ILE A 


36143. 626 


1. 883 




ATOM 


483 


1HG2 ILE A 


36144. 978 


5. 272 


25 


ATOM 


484 


2HG2 ILE A 


36146. 239 


4. 214 




ATOM 


485 


3HG2 ILE A 


36146. 472 


5. 038 




ATOM 


486 


1HD1 ILE A 


36143. 311 


4. 643 




ATOM 


487 


2HD1 ILE A 


36142. 105 


3. 479 




ATOM 


488 


3HD1 ILE A 


36142. 728 


3. 394 



PCT/JP2003/0 10288 

7. 924 1. 00 0. 00 C 

5. 969 1. 00 0. 00 H 

5.613 1.00 0. 00 H 

7. 917 1.00 0. 00 H 

8. 350 1. 00 0. 00 H 

7. 345 1. 00 0. 00 H 

8. 964 1. 00 0. 00 H 

7. 405 1. 00 0. 00 H 

8. 990 1. 00 0. 00 H 
7. 671 1. 00 0. 00 H 
5. 094 1. 00 0. 00 N 

4. 523 1. 00 0. 00 C 

5. 518 1. 00 0. 00 C 

6. 723 1. 00 0. 00 0 

4. 093 1. 00 0. 00 C 
3. 203 1. 00 0. 00 C 
3. 367 1. 00 0. 00 C 

2. 739 1. 00 0. 00 C 

5. 267 1. 00 0. 00 H 

3. 647 1. 00 0. 00 H 

4. 981 1. 00 0. 00 H 

2. 327 1. 00 0. 00 H 

3. 753 1. 00 0. 00 H 

3. 103 1. 00 0. 00 H 

2. 471 1. 00 0. 00 H 

4. 013 1. 00 0.00 H 
2.812 1.00 0. 00 H 

3. 360 1. 00 0. 00 H 
1. 711 1. 00 0. 00 H 



WO 2004/016781 






ATOM 


489 


N 


ARG A 


37148. 228 


3. 626 




ATOM 


490 


CA 


ARG A 


37149. 204 


4. 304 




ATOM 


491 


C 


ARG A 


37149. 446 


5. 729 




ATOM 


492 


0 


ARG A 


37149. 122 


6. 695 


5 


ATOM 


493 


CB 


ARG A 


37150. 523 


3. 529 




ATOM 


494 


CG 


ARG A 


37150. 357 


2. 054 




ATOM 


495 


CD 


ARG A 


37150. 282 


1. 811 




ATOM 


496 


NE 


ARG A 


37149. 059 


2. 357 




ATOM 


497 


CZ 


ARG A 


37148. 901 


2. 596 


10 


ATOM 


498 


NH1 


ARG A 


37149. 884 


2. 341 




ATOM 


499 


NH2 


ARG A 


37147. 755 


3. 094 




ATOM 


500 


H 


ARG A 


37148. 374 


3. 592 




ATOM 


501 


HA 


ARG A 


37148. 808 


4. 340 




ATOM 


502 


1HB 


ARG A 


37150. 989 


3. 617 


15 


ATOM 


503 


2HB 


ARG A 


37151. 174 


3. 964 




ATOM 


504 


1HG 


ARG A 


37149. 445 


1. 696 




ATOM 


505 


2HG 


ARG A 


37151. 200 


1. 511 




ATOM 


506 


1HD 


ARG A 


37150. 312 


0. 748 




ATOM 


507 


2HD 


ARG A 


37151. 134 


2. 279 


20 


ATOM 


508 


HE 


ARG A 


37148. 317 


2. 555 




ATOM 


509 


1HH1 


ARG A 


37150.750 


1. 966 




ATOM 


510 


2HH1 


ARG A 


37149. 759 


2. 524 




ATOM 


511 


1HH2 


ARG A 


37147. 012 


3. 289 




ATOM 


512 


2HH2 ARG A 


37147. 636 


3. 274 


25 


ATOM 


513 


N 


TRP A 


38150. 018 


5. 857 




ATOM 


514 


CA 


TRP A 


38150. 303 


7. 167 




ATOM 


515 


C 


TRP A 


38149. 570 


7.354 




ATOM 


516 


0 


TRP A 


38149. 606 


6. 486 




ATOM 


517 


CB 


TRP A 


38151. 81.1 


7. 343 



PCT/JP2003/010288 

5. 006 1. 00 0. 00 N 

5. 850 1. 00 0. 00 C 

5. 366 1. 00 0. 00 C 

6. 059 1. 00 0. 00 0 

5. 865 1. 00 0. 00 C 

6. 182 1. 00 0. 00 C 

7. 681 1. 00 0. 00 C 

8. 264 1. 00 0. 00 N 

9. 564 1. 00 0. 00 C 
10.419 1.00 0.00 N 
10. Oil 1. 00 0. 00 N 

4. 037 1. 00 0. 00 H 

6. 853 1. 00 0. 00 H 

4. 894 1. 00 0. 00 H 

6. 608 1. 00 0. 00 H 

5. 725 1. 00 0. 00 H 
5. 780 1. 00 0. 00 H 

7. 862 1. 00 0. 00 H 

8. 150 1. 00 0. 00 H 
7. 656 1. 00 0. 00 H 

10. 088 1. 00 0. 00 H 

11. 393 1. 00 0. 00 H 

9. 372 1. 00 0. 00 H 
10. 988 1. 00 0. 00 H 

4. 174 1. 00 0. 00 N 

3. 600 1. 00 0. 00 C 

2. 273 1. 00 0. 00 C 
1. 403 1. 00 0. 00 0 

3. 394 1. 00 0. 00 C 
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ATOM 


518 


CG 


TRP A 


38152. 167 


8. 555 




ATOM 


519 


CD1 


TRP A 


38152. 439 


9. 807 




ATOM 


520 


CD 2 


TRP A 


38152. 280 


8. 629 




ATOM 


521 


NE1 


TRP A 


38152. 716 


10. 655 


5 


ATOM 


522 


CE2 


TRP A 


38152. 626 


9. 954 




ATOM 


523 


CE3 


TRP A 


38152. 126 


7. 701 




ATOM 


524 


CZ2 


TRP A 


38152. 817 


10. 374 




ATOM 


525 


CZ3 


TRP A 


38152.317 


8. 119 




ATOM 


526 


CH2 


TRP A 


38152. 659 


9. 445 


10 


ATOM 


527 


H 


TRP A 


38150. 254 


5. 050 




ATOM 


528 


HA 


TRP A 


38149. 955 


7. 915 




ATOM 


529 


1HB 


TRP A 


38152. 290 


7. 435 




ATOM 


530 


2HB 


TRP A 


38152. 202 


6. 474 




ATOM 


531 


HD1 


TRP A 


38152. 434 


10. 079 


15 


ATOM 


532 


HE1 


TRP A 


38152. 942 


11. 605 




ATOM 


533 


HE 3 


TRP A 


38151. 862 


6. 676 




ATOM 


534 


HZ 2 


TRP A 


38153. 078 


11. 394 




ATOM 


535 


HZ 3 


TRP A 


38152. 201 


7.416 




ATOM 


536 


HH2 


TRP A 


38152. 798 


9. 727 


20 


ATOM 


537 


N 


ILE A 


39148. 917 


8. 501 




ATOM 


538 


CA 


ILE A 


39148. 186 


8. 818 




ATOM 


539 


C 


ILE A 


39148. 671 


10. 138 




ATOM 


540 


0 


ILE A 


39148. 372 


11. 210 




ATOM 


541 


CB 


ILE A 


39146. 670 


8. 909 


25 


ATOM 


542 


CGI 


ILE A 


39146. 190 


7. 688 




ATOM 


543 


CG2 


ILE A 


39145. 914 


9. 031 




ATOM 


544 


CD1 


ILE A 


39144. 834 


7. 878 




ATOM 


545 


H 


ILE A 


39148. 935 


9. 157 




ATOM 


546 


HA 


ILE A 


39148. 365 


8. 027 




PCT/JP2003/010288 



2. 584 1. 00 0. 00 C 

3.055 1.00 0.00 C 

1. 158 1.00 0.00 C 

2. 009 1. 00 0. 00 N 
0. 834 1. 00 0. 00 C 
0. 124 1.00 0.00 C 
•0. 480 1. 00 0. 00 C 
•1. 180 1. 00 0. 00 C 
■1.472 1.00 0.00 C 

3. 669 1. 00 0. 00 H 

4. 296 1. 00 0. 00 H 
4. 358 1. 00 0. 00 H 
2. 885 1. 00 0. 00 H 
4. 100 1. 00 0. 00 H 
2. 091 1. 00 0. 00 H 
0. 329 1. 00 0. 00 H 

-0. 723 1. 00 0. 00 H 

-1.991 1.00 0. 00 H 

-2. 506 1. 00 0. 00 H 

2. 127 1. 00 0. 00 N 

0. 908 1. 00 0. 00 C 

0. 321 1. 00 0. 00 C 

0. 847 1. 00 0. 00 0 

1. 166 1. 00 0. 00 C 

1. 952 1. 00 0. 00 C 
-0. 149 1. 00 0. 00 C 

2. 597 1. 00 0. 00 C 
2. 857 1. 00 0. 00 H 
0.193 1.00 0. 00 H 
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740 





ATOM 


547 


IIXJ 


TTF A 


oo 140. 4(0 


o enn 
y. olIU 




ATOM 


548 


inu l 


TTF A 


1 A(\ 19/1 
03140. 1Z4 


£ Q A*) 

0. o4Z 




ATOM 


O TtJ 


9HG1 


UP A 
ILiZr a 


oyi40. yui 


7 a cn 

(. 4oy 




ATOM 


5sn 

UUU 


1H09 

liiU6 


UFA 


3Q1/1R 9H0 

oyifto. zuy 


n n /i n 

y. y4u 


5 


ATOM 


0 0 1 




TT F A 
ILD A 


30 1 A A Q E 0 

oyi44. oOo 


n AC/i 

y. U54 




ATOM 




OliKjCi 


TT F A 
1LH A 


QQ 1 /I ft 1/17 
oyi4D. 14/ 


O 1 oo 

o. 182 




ATOM 

*■ *■ A V/lTl 




1 HTi1 


TIP A 


QQ 1 A A 0H7 

oy 144. zu r 


7 no n 




ATOM 

l A V/lTl 


Out; 


9HT.1 

CjILU 1 


TT F A 
1LH A 


oy 144. 0(0 


0 777 

8. 777 




ATOM 


000 


3HTi1 


TT 17 A 

ILUr A 


Q01/I/I oc o 
oyi44. yoo 


7. 966 


10 


ATOM 

il X v/lu 


0 0 0 




PT V A 
uL I A 


4U149. 4oO 


in a r n 

10. 056 




ATOM 

xl 4, will 


557 

0 O l 


PA 
OA 


nv a 

uLI A 


4U14y. 949 


II. 255 




ATOM 

n X V/1Y1 


0 oo 


p 


nv a 

uLi A 


4UlbU. 476 


11 Anr 

11. 005 




ATOM 


0 Oi7 


n 


CJ V A 
urLI A 


/f n 1 c n oon 
4ulOU. ZZ9 


n A r 1 

9. 95 1 




ATOM 


OUU 


u 
11 


PT V A 
uLi A 


4U14y. o41 


9. 176 


15 


ATOM 


0 U 1 


1HA 

111/1 


PT V A 
uLI A 


Af\ 1 A(\ 1C1 

4U149. lbl 


11 nn i 

11. 991 




ATOM 

fix Ulu 


UULr 


9TTA 


PT V A 
uLl A 


4U150. 750 


ll. 647 




ATOM 


0 uo 


IN 


PT M A 
uLIN A 


411bl. ZU2 


11 AO* 

ll. 981 




ATOM 


5fi4 
0 u*± 


PA 
oil 


PT W A 
uLIN A 


41 lbl. 758 


11 o n a 

11. 874 




ATOM 


0 I/O 


p 


PT W A 
uLIN A 


41 loo. Zoo 


1 O 1 £} A 

12. 169 


20 


ATOM 

ill V/1Y1 


OUU 


n 
u 


PT NT A 
uLIN A 


yiiico con 
41 loo. OoU 


1 O AAA 

13. 290 




ATOM 

IT A \JVlL 


0 U i 




PT M A 
uLIN A 


yiiiri nco 
41151. Ubo 


in o a o 

12. 843 




ATOM 


568 

OUU 


CG 


GLN A 


41 14i>. o4o 


12. 769 




ATOM 


u U U 


CD 


GLN A 


/I11/I0 OOO 

41 14o. ooo 


1/1 1 no 

14. 133 




ATOM 


570 

O 1 u 


0E1 


GLN A 


41 14o. y lo 


1 vl AAA 

14. 900 


25 


ATOM 


571 

0 1 X 


NE2 GLN A 


A 1 1 AQ one 

41 14o. Zyo 


1 A AAA 

14. 444 




A THAI 
A1UM 


572 


H 


GLN A 


4ll5l. 360 


12. 796 




ATOM 


573 


HA 


GLN A 


41 15 1. 612 


10. 865 




ATOM 


574 : 


LHB 


GLN A 


41151. 361 


13. 850 




ATOM 


575 2HB 


GLN A 


41151. 356 


12. 623 
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1.746 1.00 0. 00 H 

1. 286 1. 00 0. 00 H 

2. 735 1. 00 0. 00 H 
-0. 650 1. 00 0. 00 H 

0. 047 1. 00 0. 00 H 

-0. 776 1. 00 0. 00 H 

2. 372 1. 00 0. 00 H 

2.211 1.00 0. 00 H 

3.666 1.00 0. 00 H 

-0. 768 1. 00 0. 00 N 

-1. 397 1. 00 0. 00 C 

-2. 796 1. 00 0. 00 C 

-3. 382 1. 00 0. 00 0 

-1. 144 1. 00 0. 00 H 

-1. 449 1. 00 0. 00 H 

-0. 788 1. 00 0. 00 H 

-3. 330 1. 00 0. 00 N 

-4. 667 1. 00 0. 00 C 

-4. 645 1. 00 0. 00 C 

-4. 342 1. 00 0. 00 0 

-5. 612 1. 00 0. 00 C 

-5. 531 1. 00 0. 00 C 

-5. 604 1. 00 0. 00 C 

•4. 641 1. 00 0. 00 0 

•6. 750 1. 00 0. 00 N 

2. 811 1. 00 0. 00 H 

5. 016 1. 00 0. 00 H 

5. 368 1. 00 0. 00 H 

6. 624 1. 00 0. 00 H 
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ATOM 


576 


1HG 


GLN A 


41149. 179 


12. 169 


-6. 352 


1. 00 


0. 00 H 




ATOM 


577 


2HG 


GLN A 


41149. 266 


12. 302 


-4. 597 


1. 00 


0. 00 H 




ATOM 


578 


1HE2 GLN A 


41148. 315 


13. 784 


-7. 474 


1. 00 


0. 00 H 




ATOM 


579 


2HE2 


GLN A 


41147. 866 


15.321 


-6. 827 


1. 00 


0. 00 H 


5 


ATOM 


580 


N 


PRO A 


42154. 108 


11. 168 


-4. 962 


1. 00 


0. 00 N 




ATOM 


581 


CA 


PRO A 


42155. 566 


11. 336 


-4.971 


1.00 


0. 00 C 




ATOM 


582 


C 


PRO A 


42156. 014 


12.453 


-5. 908 


1. 00 


0. 00 C 




ATOM 


583 


0 


PRO A 


42155. 280 


12. 847 


-6.814 


1. 00 


0.00 0 




ATOM 


584 


CB 


PRO A 


42156. 085 


9. 983 


-5. 467 


1. 00 


0. 00 C 


10 


ATOM 


585 


CG 


PRO A 


42154. 986 


9. 022 


-5. 171 


1. 00 


0.00 c 




ATOM 


586 


CD 


PRO A 


42153. 712 


9. 798 


-5. 334 


1. 00 


0. 00 c 




ATOM 


587 


HA 


PRO A 


42155. 947 


11. 528 


-3. 978 


1. 00 


0. 00 H 




ATOM 


588 


1HB 


PRO A 


42156. 287 


10. 038 


-6. 527 


1. 00 


0. 00 H 




ATOM 


589 


2HB 


PRO A 


42156. 989 


9. 723 


-4. 936 


1. 00 


0. 00 H 


15 


ATOM 


590 


1HG 


PRO A 


42155. 017 


8. 199 


-5. 869 


1. 00 


0. 00 H 




ATOM 


591 


2HG 


PRO A 


42155. 077 


8. 659 


-4. 157 


1. 00 


0. 00 H 




ATOM 


592 


1HD 


PRO A 


42153. 374 


9. 759 


-6. 360 


1. 00 


0. 00 H 




ATOM 


593 


2HD 


PRO A 


42152. 951 


9. 422 


-4. 667 


1. 00 


0.00 H 




ATOM 


594 


N 


PRO A 


43157. 233 


12. 979 


-5. 702 


1. 00 


0. 00 N 


20 


ATOM 


595 


CA 


PRO A 


43157. 777 


14. 056 


-6. 534 


1. 00 


0. 00 C 




ATOM 


596 


C 


PRO A 


43158. 155 


13. 574 


-7. 929 


1. 00 


0. 00 C 




ATOM 


597 


0 


PRO A 


43159. 298 


13. 186 


-8. 174 


1. 00 


0.00 0 




ATOM 


598 


CB 


PRO A 


43159. 025 


14. 499 


-5.769 


1.00 


0.00 c 




ATOM 


599 


CG 


PRO A 


43159. 441 


13. 297 


-4. 994 


1. 00 


0. 00 c 


25 


ATOM 


600 


CD 


PRO A 


43158. 174 


12. 565 


-4. 644 


1.00 


0. 00 c 




ATOM 


601 


HA 


PRO A 


43157. 087 


14. 882 


-6. 614 


1. 00 


0.00 H 




ATOM 


602 


1HB 


PRO A 


43159. 788 


14. 801 


-6. 470 


1. 00 


0.00 H 




ATOM 


603 


2HB 


PRO A 


43158. 777 


15.322 


-5. 117 


1. 00 


0.00 H 




ATOM 


604 


1HG 


PRO A 


43160. 079 


12. 671 


-5. 601 


1. 00 


0.00 H 
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ATOM 


605 


2HG 


PRO A 




ATOM 


606 


1HD 


PRO A 




ATOM 


607 


2HD 


PRO A 




ATOM 


608 


N 


GLY A 


5 


ATOM 


609 


CA 


GLY A 




ATOM 


610 


C 


GLY A 




ATOM 


611 


0 


GLY A 




ATOM 


612 


H 


GLY A 




ATOM 


613 


1HA 


GLY A 


10 


ATOM 


614 


2HA 


GLY A 




ATOM 


615 


N 


LEU A 




ATOM 


616 


CA 


LEU A 




ATOM 


617 


C 


LEU A 




ATOM 


618 


0, 


LEU A 


15 


ATOM 


619 


CB 


LEU A 




ATOM 


620 


CG 


LEU A 




ATOM 


621 


CD1 


LEU A 




ATOM 


622 


CD2 LEU A 




ATOM 


623 


H 


LEU A 


20 


ATOM 


624 


HA 


LEU A 




ATOM 


625 


1HB 


LEU A 




ATOM 


626 


2HB 


LEU A 




ATOM 


627 


HG 


LEU A 




ATOM 


628 


1HD1 


LEU A 


25 


ATOM 


629 


2HD1 


LEU A 




ATOM 


630 


3HD1 


LEU A 




ATOM 


631 


1HD2 LEU A 




ATOM 


632 


2HD2 LEU A 




ATOM 


633 


3HD2 


LEU A 
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43159.957 13.601 -4.095 1.00 0. 00 H 

43158.335 11.498 -4.668 1.00 0. 00 H 

43157.817 12.873 -3.672 1.00 0. 00 H 

44157.190 13.600 -8.840 1.00 0. 00 N 

44157. 445 13. 163 -10. 199 1. 00 0. 00 C 
44156.181 12.744 -10.922 1.00 0. 00 C 
44155.911 13.204 -12.031 1.00 0.00 0 
44156. 298 13. 919 -8. 589 1. 00 0. 00 H 
44157.907 13.971 -10.745 1.00 0. 00 H 

44158. 126 12. 325 -10. 175 1. 00 0. 00 H 
45155.404 11.870 -10.292 1.00 0. 00 N 
45154.160 11.392 -10.885 1.00 0. 00 C 
45152.973 11.708 -9.985 1.00 0. 00 C 
45152.855 11.166 -8.887 1.00 0.00 0 
45154.235 9.885 -11.138 1.00 0. 00 C 
45154.759 9.057 -9.963 1.00 0. 00 C 
45154.329 7.602 -10.098 1.00 0. 00 C 
45156. 276 9. 165 -9. 870 1. 00 0. 00 C 
45155.669 11.540 -9.406 1.00 0. 00 H 
45154.026 11.899 -11.829 1.00 0. 00 H 
45153.244 9.533 -11.385 1.00 0. 00 H 
45154.882 9.715 -11.985 1.00 0. 00 H 
45154.340 9.444 -9.045 1.00 0. 00 H 
45153.655 7.351 -9.292 1.00 0. 00 H 
45155.198 6.963 -10.053 1.00 0. 00 H 
45153.827 7.460 -11.044 1.00 0. 00 H 
45156.700 8.182 -9.733 1.00 0. 00 H 
45156. 541 9. 792 -9.032 1.00 0. 00 H 
45156.661 9.600 -10.781 1.00 0. 00 H 
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ATOM 


634 


N 


ASN A 


46152. 092 


12. 585 


-10. 453 


1. 00 


0. 00 N 




ATOM 


635 


CA 


ASN A 


46150.917 


12. 960 


-9. 678 


1. 00 


0. 00 C 




ATOM 


636 


C 


ASN A 


46149. 897 


11.827 


-9. 676 


1. 00 


0. 00 C 




ATOM 


637 


0 


ASN A 


46149. 248 


11.560 


-10. 688 


1. 00 


0. 00 0 


5 


ATOM 


638 


CB 


ASN A 


46150. 287 


14. 231 


-10. 253 


1. 00 


0. 00 C 




ATOM 


639 


CG 


ASN A 


46149. 594 


15.064 


-9. 194 


1. 00 


0. 00 C 




ATOM 


640 


0D1 


ASN A 


46150. 201 


15.450 


-8. 195 


1. 00 


0. 00 0 




ATOM 


641 


ND2 


ASN A 


46148. 314 


15. 348 


-9. 407 


1. 00 


0. 00 N 




ATOM 


642 


H 


ASN A 


46152. 233 


12. 986 


-11. 337 


1. 00 


0. 00 H 


10 


ATOM 


643 


HA 


ASN A 


46151. 232 


13. 150 


-8. 662 


1. 00 


0. 00 H 




ATOM 


644 


1HB 


ASN A 


46151. 059 


14. 833 


-10. 709 


1. 00 


0. 00 H 




ATOM 


645 


2HB 


ASN A 


46149. 560 


13. 957 


-11. 002 


1. 00 


0. 00 H 




ATOM 


646 


1HD2 ASN A 


46147. 894 


15. 007 


-10. 225 


1. 00 


0. 00 H 




ATOM 


647 


2HD2 


ASN A 


46147. 841 


15. 886 


-8. 738 


1. 00 


0. 00 H 


15 


ATOM 


648 


N 


GLU A 


47149. 764 


11. 164 


-8. 533 


1. 00 


0. 00 N 




ATOM 


649 


CA 


GLU A 


47148. 825 


10. 057 


-8. 394 


1. 00 


0. 00 C 




ATOM 


650 


C 


GLU A 


47148. 632 


9. 691 


-6. 927 


1. 00 


0. 00 C 




ATOM 


651 


0 


GLU A 


47149. 588 


9. 338 


-6. 237 


1. 00 


0. 00 0 




ATOM 


652 


CB 


GLU A 


47149. 318 


8. 836 


-9. 176 


1. 00 


0. 00 C 


20 


ATOM 


653 


CG 


GLU A 


47150. 823 


8. 625 


-9. 095 


1. 00 


0. 00 c 




ATOM 


654 


CD 


GLU A 


47151. 334 


7. 670 


-10. 157 


1. 00 


0. 00 c 




ATOM 


655 


0E1 


GLU A 


47151. 504 


8. 106 


-11. 316 


1. 00 


0. 00 0 




ATOM 


656 


0E2 GLU A 


47151. 564 


6. 487 


-9. 830 


1. 00 


0. 00 0 




ATOM 


657 


H 


GLU A 


47150. 311 


11.425 


-7. 764 


1. 00 


0. 00 H 


25 


ATOM 


658 


HA 


GLU A 


47147. 877 


10. 375 


-8. 802 


1. 00 


0. 00 H 




ATOM 


659 


1HB 


GLU A 


47148. 833 


7. 955 


-8. 786 


1. 00 


0. 00 H 




ATOM 


660 


2HB 


GLU A 


47149. 049 


8. 956 


-10. 215 


1.00 


0. 00 H 




ATOM 


661 


1HG 


GLU A 


47151. 315 


9. 577 


-9. 225 


1. 00 


0. 00 H 




ATOM 


662 


2HG 


GLU A 


47151. 067 


8. 224 


-8. 123 


1. 00 


0. 00 H 



WO 2004/016781 



744 





ATOM 


663 


N VAL A 


48147. 394 


9.770 




ATOM 


664 


CA VAL A 


48147. 090 


9. 436 




ATOM 


665 


C VAL A 


48147. 386 


7.966 




ATOM 


666 


0 VAL A 


48146. 588 


7. 090 


5 


ATOM 


667 


CB VAL A 


48145. 617 


9. 726 




ATOM 


668 


CGI VAL A 


48145. 372 


9. 565 




ATOM 


669 


CG2 VAL A 


48145. 225 


11. 120 




ATOM 


670 


H VAL A 


48146. 669 


10.052 




ATOM 


671 


HA VAL A 


48147. 715 


10. 046 


10 


ATOM 


672 


HB VAL A 


48144. 999 


9. 009 




ATOM 


673 


1HG1 VAL A 


48144. 386 


9.932 




ATOM 


674 


2HG1 VAL A 


48146. Ill 


10. 129 




ATOM 


675 


3HG1 VAL A 


48145. 443 


8. 522 




ATOM 


676 


1HG2 VAL A 


48144. 827 


11. 066 


15 


ATOM 


677 


2HG2 VAL A 


48146. 096 


11. 759 




ATOM 


678 


3HG2 VAL A 


48144. 476 


11. 525 




ATOM 


679 


N LEU A 


49148. 540 


7. 705 




ATOM 


680 


CA LEU A 


49148. 943 


6. 339 




ATOM 


681 


C LEU A 


49148. 854 


6. 082 


20 


ATOM 


682 


0 LEU A 


49149. 567 


6. 701 




ATOM 


683 


CB LEU A 


49150. 369 


6. 080 




ATOM 


684 


CG LEU A 


49150. 575 


6. 243 




ATOM 


685 


CD1 LEU A 


49152. 038 


6. 510 




ATOM 


686 


CD 2 LEU A 


49150. 086 


5. 007 


25 


ATOM 


687 


H LEU A 


49149. 136 


8. 445 




ATOM 


688 


HA LEU A 


49148. 269 


5. 669 




ATOM 


689 


1HB LEU A 


49151. 033 


6. 764 




ATOM 


690 


2HB LEU A 


49150. 642 


5. 071 




ATOM 


691 


HG LEU A 


49150. 000 


7. 090 




PCT/JP2003/010288 



6. 455 1. 00 0. 00 N 

5. 070 1. 00 0. 00 C 

4. 794 1. 00 0. 00 C 

5. 124 1. 00 0. 00 0 
•4. 729 1. 00 0. 00 C 
•3. 236 1. 00 0. 00 C 
■5. 195 1. 00 0. 00 C 
-7. 051 1. 00 0. 00 H 
-4. 434 1. 00 0. 00 H 
-5. 251 1. 00 0. 00 H 
-2. 992 1. 00 0. 00 H 
-2. 688 I. 00 0. 00 H 
-2. 970 1. 00 0. 00 H 
-6. 197 1. 00 0. 00 H 
-5. 187 1. 00 0. 00 H 
-4. 530 1. 00 0. 00 H 
-4. 191 1. 00 0. 00 N 
-3. 876 1. 00 0. 00 C 
-2. 378 1. 00 0. 00 C 
-1. 587 1. 00 0. 00 0 
-4. 366 1. 00 0. 00 C 
-5. 874 1. 00 0. 00 C 
-6. 186 1. 00 0. 00 C 
-6. 614 1. 00 0. 00 C 
-3. 954 1. 00 0. 00 H 
-4. 385 1. 00 0. 00 H 
-3. 857 1. 00 0. 00 H 
-4. 095 1. 00 0. 00 H 
-6. 218 1. 00 0. 00 H 
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ATOM 


692 


1HD1 


LEU A 


49152. 291 


6. 063 


-7. 136 


1. 00 


0. 00 H 




ATOM 


693 


2HD1 


LEU A 


49152. 657 


6. 081 


-5. 411 


1. 00 


0. 00 H 




ATOM 


694 


3HD1 


LEU A 


49152. 208 


7. 576 


-6. 233 


1. 00 


0. 00 H 




ATOM 


695 


1HD2 LEU A 


49149. 062 


5. 156 


-6. 924 


1. 00 


0. 00 H 


5 


ATOM 


696 


invL 


T T3TT A 


49150. 143 


4. 150 


-5. 959 


1. 00 


0. 00 H 




ATOM 


697 


9UTA0 


T DTT A 
LtU A 


49150. 704 


4. 840 


-7. 482 


1. 00 


0. 00 H 




ATOM 


698 


XT 

IN 


ATA A 

ALA A 


50147. 974 


5. 167 


-1. 992 


1. 00 


0. 00 N 




ATOM 


699 


P A 

LA 


ATA A 

ALA A 


50147. 792 


4. 831 


-0. 587 


1. 00 


0. 00 C 




ATOM 


700 


L 


ATA A 

ALA A 


50148. 688 


3. 666 


-0. 182 


1. 00 


0. 00 C 


10 


ATOM 


701 


0 


ATA A 

ALA A 


50148. 525 


2. 546 


-0. 669 


1. 00 


0. 00 0 




ATOM 


702 


CB 


ATA A 

ALA A 


50146. 333 


4. 503 


-0. 306 


1. 00 


0. 00 c 




ATOM 


703 


TT 

H 


ATA A 

ALA A 


50147. 433 


4. 707 


-2. 668 


1. 00 


0. 00 H 




ATOM 


704 


TT A 

HA 


ATA A 

ALA A 


50148. 061 


5. 700 


-0. 004 


1. 00 


0. 00 H 




ATOM 


705 


1 TTTI 

1HB 


ATA A 

ALA A 


50146. 211 


3. 432 


-0. 242 


1. 00 


0. 00 H 


15 


ATOM 


706 


OTTT* 

2HB 


ATA A 

ALA A 


50145. 718 


4. 888 


-1. 105 


1. 00 


0. 00 H 




ATOM 


707 


OUT) 


ATA A 

ALA A 


50146. 036 


4. 956 


0. 628 


1. 00 


0. 00 H 




ATOM 


708 


N 


PT V A 

GLY A 


51149. 636 


3. 935 


0. 710 


1. 00 


0. 00 N 




ATOM 


709 


P A 

LA 


PT V A 

GLY A 


51150. 544 


2. 898 


1. 164 


1. 00 


0. 00 C 




ATOM 


710 


p 
L 


PT V A 

GLi A 


51149. 868 


1. 892 


2. 075 


1. 00 


0. 00 C 


20 


ATOM 


711 


n 
U 


PT V A 

GLY A 


51149. 409 


2. 241 


3. 164 


1. 00 


0. 00 0 




ATOM 


712 


TT 
XI 


PT V A 

GLY A 


51149. 719 


4. 845 


1. 063 


1. 00 


0. 00 H 




ATOM 


713 


1HA 


GLY A 


51150. 938 


2. 379 


0. 303 


1. 00 


0. 00 H 




ATOM 


714 


2HA 


GLY A 


51151. 361 


3. 359 


1. 699 


1. 00 


0. 00 H 




ATOM 


715 


N 


LEU A 


52149. 805 


0. 641 


1. 630 


1. 00 


0. 00 N 


25 


ATOM 


716 


CA 


LEU A 


52149. 180 


-0. 418 


2. 412 


1. 00 


0. 00 C 




ATOM 


717 


C 


LEU A 


52150. 233 


-1. 315 


3. 054 


1. 00 


0. 00 C 




ATOM 


718 


0 


LEU A 


52151. 307 


-1. 530 


2. 492 


1. 00 


0. 00 0 




ATOM 


719 


CB 


LEU A 


52148. 252 


-1. 254 


1.528 


1. 00 


0. 00 c 




ATOM 


720 


CG 


LEU A 


52147. 044 


-0. 503 


0.965 


1. 00 


0. 00 c 
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ATOM 


721 


CD1 


LEU A 


52146.417 


-1. 283 


-0. 179 


1. 00 


0. 00 c 




ATOM 


722 


CD2 LEU A 


52146. 020 


-0. 245 


2. 061 


1. 00 


0.00 c 




ATOM 


723 


TJ 
11 


T UTT A 


52150. 189 


0. 427 


0. 754 


1. 00 


0. 00 H 




ATOM 


724 


HA 


T DTT A 

Lbu A 


52148. 597 


0. 047 


3. 193 


1. 00 


0. 00 H 


5 


ATOM 


725 


I no 


T T>TT A 

LEU A 


52148. 829 


-1. 639 


0. 700 


1. 00 


0. 00 H 




ATOM 


726 


2HB 


LEU A 


52147. 889 


-2. 088 


2. 110 


1. 00 


0. 00 H 




ATOM 


727 


HG 


LEU A 


52147. 370 


0. 453 


0. 579 


1. 00 


0. 00 H 




ATOM 


728 


1HD1 


LEU A 


52145. 575 


-0. 733 


-0. 572 


1.00 


0. 00 H 




ATOM 


729 


2HD1 


LEU A 


52146. 083 


-2. 245 


0. 181 


1. 00 


0. 00 H 


10 


ATOM 


730 


3HD1 


LEU A 


52147. 149 


-1. 426 


-0. 960 


1. 00 


0. 00 H 




ATOM 


731 


1HD2 LEU A 


52146. 499 


0. 255 


2. 889 


1. 00 


0. 00 H 




ATOM 


732 


2HD2 LEU A 


52145. 608 


-1. 185 


2. 397 


1. 00 


0. 00 H 




ATOM 


' 733 


3HD2 


LEU A 


52145. 228 


0. 377 


1. 673 


1. 00 


0. 00 H 




ATOM 


734 


N 


GLU A 


53149. 920 


-1. 837 


4. 235 


1. 00 


0. 00 N 


15 


ATOM 


735 


CA 


GLU A 


53150. 839 


-2. 711 


4. 955 


1. 00 


0. 00 C 




ATOM 


736 


C 


GLU A 


53150. 313 


-4. 142 


4. 991 


1. 00 


0. 00 C 




ATOM 


737 


0 


GLU A 


53149. 343 


-4. 440 


5. 687 


1. 00 


0. 00 0 




ATOM 


738 


CB 


GLU A 


53151. 054 


-2. 198 


6. 380 


1. 00 


0. 00 c 




ATOM 


739 


CG 


GLU A 


53152. 076 


-3. 001 


7. 168 


1. 00 


0. 00 c 


20 


ATOM 


740 


CD 


GLU A 


53151. 719 


-3. 118 


8. 637 


1. 00 


0. 00 c 




ATOM 


741 


OEl 


GLU A 


53150. 550 


-3. 430 


8. 941 


1. 00 


0. 00 0 




ATOM 


742 


0E2 


GLU A 


53152. 611 


-2. 896 


9. 484 


1. 00 


0. 00 0 




ATOM 


743 


H 


GLU A 


53149. 049 


-1. 629 


4. 633 


1. 00 


0. 00 H 




ATOM 


744 


HA 


GLU A 


53151. 784 


-2. 700 


4. 431 


1. 00 


0. 00 H 


25 


ATOM 


745 


1HB 


GLU A 


53151. 391 


-1. 173 


6. 335 


1. 00 


0. 00 H 




ATOM 


746 


2HB 


GLU A 


53150. 113 


-2. 236 


6. 909 


1. 00 


0.00 H 




ATOM 


747 


lHG 


GLU A 


53152. 135 


-3. 995 


6. 748 


1. 00 


0. 00 H 




ATOM 


748 


2HG 


GLU A 


53153. 039 


-2. 518 


7. 082 


1. 00 


0. 00 H 




ATOM 


749 


N 


LEU A 


54150. 962 


-5. 024 


4. 237 


1. 00 


0. 00 N 
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ATOM 
AlUM 


( OU 


PA 

LA 


T T?TT A 

LbU A 


C/I1CA CPA 

54150. 559 


-6. 425 


4. 184 


1. 00 


0. 00 c 




AlUM 


( bl 


p 
I 


T t?TT A 

LbU A 


CvMCA O 7 A 

54150. 879 


-7. 133 


5. 496 


1. 00 


0. 00 c 




ATOM 


75 9 
I OZ 


A 

u 


T DTT A 

LbU A 


r v) 1 C 1 A/?0 

54151. 963 


-6. 967 


6. 054 


1. 00 


0. 00 0 




ATOM 
AlUM 


7 C Q 
/ 00 


Id 


T T7TI A 

LEU A 


54151. 260 


-7. 134 


3. 023 


1. 00 


0. 00 c 


c 
0 


ATOM 
AlUM 


7 c /I 


pp 
Lb 


T T7TT A 

LbU A 


r J 1 P | inn 

5415 L 173 


-6. 415 


1. 676 


1. 00 


0. 00 c 




AlUM 


7 C C 

(bo 


AT\ 1 

ID1 


T T"»TT A 

LEU A 


54152. 099 


-7. 067 


0. 662 


1. 00 


0. 00 c 




A1UM 


7 C C 

( bb 


IDZ 


T T?TT A 

LEU A 


54149. 740 


-6. 410 


1. 167 


1. 00 


0. 00 c 




A1UM 


7C 7 
id I 




T T7TT A 

LEU A 


54 1 5 1. 728 


-4. 727 


3. 704 


1. 00 


0. 00 H 




A1UM 


7 E O 

(bo 


HA 


T TJTT A 

LEU A 


54149. 492 


-6. 457 


4. 021 


1. 00 


0. 00 H 


1U 


AlUM 


7 c n 

759 


1 TTT* 

1HB 


LEU A 


54152. 303 


-7. 253 


3. 279 


1. 00 


0. 00 H 




AlUM 


7 (* A 

760 


2HB 


T T*»TT A 

LEU A 


54150. 821 


-8. 114 


2. 910 


1. 00 


0. 00 H 




A TAW 

AlUM 


7 £! 1 

761 


HG 


T V* TT A 

LEU A 


54151. 487 


-5. 389 


1. 803 


1. 00 


0. 00 H 




A TAIU 

A1UM 


7 C O 

762 


1 TTT\ 1 

1HD1 


T T"»TT A 

LEU A 


54152. 425 


-6. 328 


-0. 056 


1. 00 


0. 00 H 




A TArU 

A1UM 


763 


OTTT\ 1 

2HD1 


T T>TT A 

LEU A 


f~ a -t r— -« f— r-T r\ 

54151. 572 


-7. 857 


0. 149 


1. 00 


0. 00 H 


lb 


A TAM 

AlUM 


H £ A 

764 


OTTT\ i 

3HD1 


T TMT A 

LEU A 


54152. 958 


-7. 479 


1. 171 


1. 00 


0. 00 H 




A TAM 

AlUM 


7 o r 

765 


1 TTT\ fk 

1HD2 


T T*»TT A 

LEU A 


54149. 733 


-6. 184 


0. Ill 


1. 00 


0. 00 H 




A Tf\\i 

ATOM 


766 


2HD2 


LEU A 


54149. 172 


-5. 661 


1. 699 


1. 00 


0. 00 H 




ATAM 

AlUM 


7C 7 

767 


O TTTV n 

3HD2 


T T'TT A 

LEU A 


54149. 297 


-7. 381 


1. 331 


1. 00 


0. 00 H 




A THAI 

AlUM 


768 


XT 

N 


nt TT A 

GLU A 


55149. 927 


-7. 923 


5. 983 


1. 00 


0. 00 N 


on 
ZU 


ATOM 

AlUM 


7 £ A 

7b9 


A A 

CA 


OT TT A 

GLU A 


P* f" ■* P" A ^ f\ mm 

55150. 107 


-8. 656 


7. 231 


1. 00 


0. 00 C 




AlUM 


7 7 a 

770 


c 


/IT TT A 

GLU A 


55 15 1. 145 


-9. 762 


7. 068 


1. 00 


0. 00 C 




AlUM 


77 1 
7(1 


U 


AT TT A 

GLU A 


55151. 941 


-10. 018 


7. 971 


1. 00 


0. 00 0 




A TOUI 

AlUM 


770 
M Z 


IB 


AT TT A 

GLU A 


rr 1 in rrrrn 

55148. 777 


-9. 253 


7. 693 


1. 00 


0. 00 c 




a Trim 
AlUM 


770 
f f 0 


pp 

lb 


AT TT A 

GLU A 


55147. 874 


-8. 254 


8. 399 


1. 00 


0. 00 c 


60 


ATOM 

AlUM 


77 A 
I (4 


pn 


PT TT A 

GLU A 


55146. 405 


-8. 609 


8. 276 


1. 00 


0. 00 c 




ATOM 


775 


OEI 


GLU A 


55146. 074 


-9. 809 


8. 379 


1. 00 


0. 00 0 




ATOM 


776 


0E2 


GLU A 


55145. 587 


-7. 687 


8. 079 


1. 00 


0. 00 0 




ATOM 


777 


H 


GLU A 


55149. 084 


-8. 014 


5. 493 


1. 00 


0. 00 H 




ATOM 


778 


HA 


GLU A 


55150. 457 


-7. 958 


7. 978 


1. 00 


0. 00 H 
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ATOM 


77Q 


liXD 


CI TT A 
uLU A 


C C 1 A Q 9 A O 

00 148. Z4y 


n cos 
-9. O06 




ATOM 


780 


a LID 


(11 TT A 
uLU A 


T AQ 070 

ool4o. y(o 


in r\ n 17 

-lu. Uo7 




ATOM 


781 

• o X 




PJ TT A 
uLU A 


re 1 yjO IOC 

ool4o. loo 


0 000 
-8. 228 




ATOM 

il 1 VJ1U 


789 


uil\3 


CJ TT A 
uLU A 


c c 1 a 0 no 1 
bbl4o. Uol 


-7. 277 


5 


ATOM 

ill KJvH 


i 00 


IN 


A CP A 
Aor A 


r n 1 c 1 101 

bolbl. 10 1 


-10. 414 




ATOM 

ill v/Ill 


1 OH: 


PA 


A CP A 
Aor A 


re IPO H71 

bolbz. un 


11 /inn 

-1 L 493 




ATOM 


785 


r 


A CP A 
Aor A 


1 no ao c 

bolba. 436 


-10. 937 




ATOM 

AX Ulu 


1 00 


n 
u 


A QD A 

Aor A 


r ci r 0 cca 

bolbo. 564 


-10. 234 




ATOM 

A x KJai 


787 

I 0 l 




A CD A 

Aor A 


bo 15 1- 531 


-12. 390 


10 


ATOM 

A X UlYl 


1 00 


pp 


A CD A 

Aor A 


r<; -j r A TAP 

boloO. 706 


-13. 544 




ATOM 
a i urn 


7520 

/ oy 


nn 1 

Ulfl 


A CD A 

Aor A 


56149. 498 


-13. 344 




ATOM 

A X U1Y1 


7QH 

1 yu 




A CD A 

Aor A 


00 lb l. 266 


-14. 647 




ATOM 

AXUM 


701 


H 

n 


A CD A 

Aor A 


56150. 472 


-10. 164 




ATOM 

AX Ulu 


709 


TTA 

HA 


A CD A 

Abr A 


r/jtrn 101 

55152. 181 


-12. 079 


1 R 


ATOM 


703 


1 TJH 


A CD A 

Aor A 


p/» 1 rn n 1 a 

56150. 910 


-11. 802 




ATOM 






A CD A 

Aor A 


p p 1 p 0 <\ 0 1 

56152. 361 


-12. 794 




ATOM 

A X UiVl 


7Q5 

f DO 


IN 


PT TT A 

VjLU A 


P71 r 4 a r t\ 

57154. 450 


-11. 257 




ATOM 

AXUIu 


1 y 0 


PA 


PT TT A 

liLU A 


C71 rp O A P 

57155. 806 


-10. 789 




ATOM 

A X U1Y1 


7Q7 

/ y 1 


p 
0 


PT TT A 

ULU A 


P7 1 rn OOO 

57156. 388 


-11. 479 


20 


ATOM 

AXUM 


7QR 
( yo 


U 


PT TT A 

bLU A 


P7 1 rn OOP 

57156. 885 


-12. 602 




ATOM 

A X U1Y1 


7QQ 
1 yy 


Ptt 


PT TT A 
ULU A 


P71 Pfl r7 a O 

57156. 703 


-11. 045 




ATOM 

A X Uul 


800 




PT TT A 

IjLU A 


P71 P/J 7np 

b( lbb. 726 


A A t\ €\ 

-9. 893 




ATOM 

AXU1YL 


801 

0 U X 




PT TT A 
uLU A 


b ( lbo. 025 


A O 1 A 

-9, 819 




ATOM 

AX U1Y1 


80? 

OVA 


hem 


PT TT A 
bLU A 


C7ico con 

b r 1 bo. 589 


-8. 710 


25 


ATOM 

AX U1Y1 


801 
ouo 


0179 


PT TT A 
uLU A 


C71CQ AHO 

b/ibo. 478 


-10. 870 




AlUM 


0 A A 

804 


TT 

H 


GLU A 


57154. 285 • 


-11. 820 




ATOM 


805 


HA 


GLU A 


57155. 760 


-9. 727 




ATOM 


806 


1HB 


GLU A 


57156. 352 • 


-11.927 




ATOM 


807 ; 


2HB 


GLU A 


57157.712 ■ 


-11. 216 
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6. 832 1. 00 0. 00 H 

8. 373 1. 00' 0. 00 H 

9. 445 1. 00 0. 00 H 

7. 964 1. 00 0. 00 H 
5. 910 1. 00 0. 00 N 
5. 629 1. 00 0. 00 C 
5. 235 1. 00 0. 00 C 
4. 232 1. 00 0. 00 0 

4. 514 1. 00 0. 00 C 

5. 048 1. 00 0. 00 C 
5. 299 1. 00 0. 00 0 
5. 216 1. 00 0. 00 0 

5. 228 1. 00 0. 00 H 

6. 529 1. 00 0. 00 H 
3. 855 1. 00 0. 00 H 

3. 952 1. 00 0. 00 H 
6. 030 1. 00 0. 00 N 

5. 765 1. 00 0. 00 C 

4. 536 1. 00 0. 00 C 

4. 617 1. 00 0. 00 0 

6. 978 1. 00 0. 00 C 

7. 971 1. 00 0. 00 C 

8. 748 1. 00 0. 00 C 

8. 857 1. 00 0. 00 0 

9. 247 1. 00 0. 00 0 

6. 814 1. 00 0. 00 H 

5. 580 1. 00 0. 00 H 

7. 492 1. 00 0. 00 H 

6. 636 1. 00 0. 00 H 
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ATOM 


808 : 


IHG 


GLU A 


57156. 593 


-8. 967 




ATOM 


809 2HG 


GLU A 


57155. 912 - 


-10.021 




ATOM 


810 


N 


CYS A 


58156. 324 ■ 


-10.798 




ATOM 


811 


CA 


CYS A 


58156. 845 ■ 


-11. 345 


5 


ATOM 


812 


C 


CYS A 


58158. 162 ■ 


-10. 675 




ATOM 


813 


0 


CYS A 


58158. 232 


-9. 454 




ATOM 


814 


CB 


CYS A 


58155. 824 


-11. 166 




ATOM 


815 


SG 


CYS A 


58155. 774 


-12. 540 




ATOM 


816 


H 


CYS A 


58155. 917 


-9. 907 


10 


ATOM 


817 


HA 


CYS A 


58157. 022 


-12. 400 




ATOM 


818 


1HB 


CYS A 


58154. 839 


-11. 066 




ATOM 


819 


2HB 


CYS A 


58156. 063 


-10. 269 




ATOM 


820 


HG 


CYS A 


58154. 908 


-12. 949 




ATOM 


821 


N 


ALA A 


59159. 202 


-11. 483 


15 


ATOM 


822 


CA 


ALA A 


59160. 516 


-10. 969 




ATOM 


823 


C 


ALA A 


59160. 463 


-10. 227 




ATOM 


824 


0 


ALA A 


59159. 799 


-10. 664 




ATOM 


825 


CB 


ALA A 


59161. 527 


-12. 103 




ATOM 


826 


H 


ALA A 


59159. 083 


-12. 449 


20 


ATOM 


827 


HA 


ALA A 


59160. 831 


-10. 282 




ATOM 


828 


1HB 


ALA A 


59161. 646 


-12. 421 




ATOM 


829 


2HB 


ALA A 


59161. 176 


-12. 934 




ATOM 


830 


3HB 


ALA A 


59162. 477 


-11. 762 




ATOM 


831 


N 


GLY A 


60161. 170 


-9. 103 


25 


ATOM 


832 


CA 


GLY A 


60161. 191 


-8. 318 




ATOM 


833 


C 


GLY A 


60160. 533 


-6. 963 




ATOM 


834 


0 


GLY A 


60160. 888 


-6. 002 




ATOM 


835 


H 


GLY A 


60161. 680 


-8. 804 




ATOM 


836 


1HA 


GLY A 


60162. 216 


-8. 172 
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7. 431 1. 00 0. 00 H 

8. 669 1. 00 0. 00 H 
3. 395 1. 00 0. 00 N 

2. 148 1. 00 0. 00 C 
1. 768 1. 00 0. 00 C 
1. 635 1. 00 0. 00 0 

1. 023 1. 00 0. 00 C 
-0. 153 1. 00 0. 00 S 

3. 394 1. 00 0. 00 H 

2. 297 1. 00 0. 00 H 
1. 453 1. 00 0. 00 H 

0. 471 1. 00 0. 00 H 
-0. 091 1. 00 0. 00 H 

1. 594 1. 00 0. 00 N 
1. 228 1. 00 0. 00 C 

-0. 103 1. 00 0. 00 C 

-1. 042 1. 00 0.00 0 

1. 163 1. 00 0. 00 C 

1. 713 1. 00 0. 00 H 

2. 000 1. 00 0. 00 H 

0. 137 1. 00 0. 00 H 
1.758 1.00 0. 00 H 

1. 545 1. 00 0. 00 H 
-0. 175 1. 00 0. 00 N 
-1. 396 1. 00 0. 00 C 
-1. 226 1. 00 0. 00 C 
-1. 909 1. 00 0. 00 0 

0. 606 1. 00 0. 00 H 

-1. 699 1. 00 0. 00 H 



WO 2004/016781 

^ 750 





ATOM 


837 


2HA 


GLY A 


60160. 671 


-8. 863 




ATOM 


838 


N 


CYS A 


61159. 571 


-6. 885 




ATOM 


839 


CA 


CYS A 


61158. 862 


-5. 638 




ATOM 


840 


C 


CYS A 


61159. 720 


-4. 685 


5 


ATOM 


841 


0 


CYS A 


61160. 794 


-5. 054 




ATOM 


842 


CB 


CYS A 


61157. 545 


-5. 916 




ATOM 


843 


SG 


CYS A 


61156. 398 


-6. 962 




ATOM 


844 


H 


CYS A 


61159. 333 


-7. 686 




ATOM 


845 


HA 


CYS A 


61158. 646 


-5. 176 


10 


ATOM 


846 


1HB 


CYS A 


61157. 757 


-6. 412 




ATOM 


847 


2HB 


CYS A 


61157. 047 


-4. 979 




ATOM 


848 


HG 


CYS A 


61156. 641 


-6. 919 




ATOM 


849 


N 


THR A 


62159. 239 


-3. 456 




ATOM 


850 


CA 


THR A 


62159. 963 


-2. 450 


15 


ATOM 


851 


C 


THR A 


62159. 381 


-2. 315 




ATOM 


852 


0 


THR A 


62158. 425 


-3. 005 




ATOM 


853 


CB 


THR A 


62159. 916 


-1. 100 




ATOM 


854 


0G1 


THR A 


62158. 579 


-0. 739 




ATOM 


855 


CG2 


THR A 


62160. 698 


-1. 081 


20 


ATOM 


856 


H 


THR A 


62158. 378 


-3. 222 




ATOM 


857 


HA 


THR A 


62160. 991 


-2. 770 




ATOM 


858 


HB 


THR A 


62160. 333 


-0. 344 




ATOM 


859 


HG1 


THR A 


62158. 526 


0. 211 




ATOM 


860 


1HG2 THR A 


62161. 753 


-1. 009 


25 


ATOM 


861 


2HG2 


THR A 


62160. 394 


-0. 231 




ATOM 


862 


3HG2 THR A 


62160. 506 


-1. 990 




ATOM 


863 


N 


ASP A 


63159. 965 


-1. 423 




ATOM 


864 


CA 


ASP A 


63159. 504 


-1. 198 




ATOM 


865 


C 


ASP A 


63158. 813 


0. 156 




PCT/JP2003/010288 



2. 171 1. 00 0. 00 H 
0.311 1.00 0. 00 N 
0. 052 1. 00 0. 00 C 

0. 773 1. 00 0. 00 C 

1. 249 1. 00 0. 00 0 
0. 675 1. 00 0. 00 C 
•0. 252 1. 00 0. 00 S 

0. 202 1. 00 0. 00 H 
■1. 004 1. 00 0. 00 H 

1. 610 1. 00 0. 00 H 
0. 875 1. 00 0. 00 H 
-1. 180 1. 00 0. 00 H 

0. 939 1. 00 0. 00 N 

1. 708 1. 00 0. 00 C 

3. Ill 1. 00 0. 00 C 
3. 466 1. 00 0. 00 0 
0.991 1.00 0. 00 C 
0. 691 1. 00 0. 00 0 
-0. 304 1. 00 0. 00 C 

0. 536 1. 00 0. 00 H 

1. 786 1. 00 0. 00 H 
1. 641 1. 00 0. 00 H 
0. 559 1. 00 0. 00 H 

-0. 086 1. 00 0. 00 H 

-0. 896 1. 00 0. 00 H 

-0. 854 1. 00 0. 00 H 

3. 905 1. 00 0. 00 N 

5. 270 1. 00 0. 00 C 

5. 394 1. 00 0. 00 C 



WO 2004/016781 




PCT/JP2003/010288 





ATOM 


866 


0 


A O T\ 

ASP 


A 


63158. 857 


0. 791 


6. 448 


1. 00 


0. 00 0 




ATOM 


867 


ATI 

CB 


ASP 


A 


63160. 679 


-1. 275 


6. 246 


1. 00 


0.00 c 




ATOM 


o a a 

868 


CG 


ASP 


A 


63161. 788 


-0. 301 


5. 895 


1. 00 


0. 00 c 




ATOM 


O A A 

869 


0D1 


ASP 


A 


63161. 497 


0. 713 


5. 227 


1. 00 


0. 00 0 


r 

5 


A TAIL! 

ATOM 


870 


0D2 


ASP 


A 


63162. 946 


-0. 553 


6. 289 


1. 00 


0. 00 0- 




ATOM 


871 


H 


ASP 


A 


63160. 723 


-0. 904 


3. 565 


1. 00 


0. 00 H 




ATOM 


872 


HA 


ASP 


A 


63158. 795 


-1. 975 


5. 513 


1. 00 


0. 00 H 




ATOM 


873 


1HB 


ASP 


A 


63160. 328 


-1. 048 


7. 242 


1. 00 


0. 00 H 




ATOM 


874 


2HB 


ASP 


A 


63161. 086 


-2. 276 


6. 232 


1. 00 


0. 00 H 


* A 

10 


ATOM 


875 


N 


GLY 


A 


64158. 175 


0. 590 


4. 313 


1. 00 


0. 00 N 




ATOM 


876 


CA 


GLY 


A 


64157. 484 


1. 866 


4. 322 


1. 00 


0. 00 c 




ATOM 


877 


C 


GLY 


A 


64158. 202 


2. 922 


3. 504 


1. 00 


0. 00 c 




ATOM 


878 


0 


GLY 


A 


64158. 319 


4. 072 


3. 928 


1. 00 


0. 00 0 




ATOM 


879 


H 


GLY 


A 


64158. 174 


0. 041 


3. 502 


1. 00 


0. 00 H 


15 


ATOM 


880 


1HA 


GLY 


A 


64156. 491 


1. 728 


3. 919 


1. 00 


0. 00 H 




ATOM 


881 


2HA 


GLY 


A 


64157. 400 


2. 211 


5. 342 


1. 00 


0.00 H 




ATOM 


882 


N 


THR 


A 


65158. 685 


2. 531 


2. 330 


1. 00 


0. 00 N 




ATOM 


883 


CA 


THR 


A 


65159. 396 


3. 451 


1.451 


1. 00 


0.00 c 




ATOM 


884 


C 


THR 


A 


65158. 996 


3. 233 


-0. 005 


1. 00 


0. 00 c 


e% a 

20 


ATOM 


885 


0 


THR 


A 


65159. 192 


2. 152 


-0. 558 


1. 00 


0. 00 0 




ATOM 


886 


CB 


THR 


A 


65160. 908 


3. 273 


1. 608 


1. 00 


0. 00 c 




ATOM 


887 


0G1 


THR 


A 


65161. 280 


1. 926 


1. 381 


1. 00 


0.00 0 




A TAII 

ATOM 


AAA 

888 


CG2 


THR 


A 


65161. 417 


3. 668 


2. 977 


1. 00 


0. 00 c 




A TAII 

ATOM 


A O A 

889 


H 


THR 


A 


65158. 560 


1. 600 


2. 047 


1. 00 


0. 00 H 


25 


A TAH 

ATOM 


AAA 

890 


HA 


THR 


A 


65159. 129 


4. 457 


1. 738 


1. 00 


0. 00 H 




ATOM 


891 


HB 


THR 


A 


65161.410 


3. 892 


0. 877 


1. 00 


0. 00 H 




ATOM 


892 


HG1 


THR 


A 


65161. 430 


1. 788 


0. 444 


1. 00 


0. 00 H 




ATOM 


893 


1HG2 


THR 


A 


65160. 950 


4. 592 


3. 283 


1. 00 


0. 00 H 




ATOM 


894 


2HG2 


THR 


A 


65162. 488 


3. 801 


2. 939 


1. 00 


0. 00 H 
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PCT/JP2003/010288 





ATOM 




3HG2 THR A 


177 

DO 10 1. 1(1 


9 QQfl 
Z. ojU 


Q ftoo 
u. Ooo 


1 on 
1. UU 


0 00 u 

U. UU n 




AIUM 


ftQfi 
030 


N 


PHE A 


00 105. 4dZ 


A oco 

4. zoy 


~u. o iy 


1 nn 
1. UU 


n on \t 
U. UU N 




ATOM 
AIUM 


807 
Oil ( 


CA 


PHE A 


00 105. UUo 


A 101 


-z. U1U 


1 OA 

1. UU 


n oo p 
U. UU I 




ATfiM 
A1UM 


030 


C 


PHE A 


ooloo. yoo 


A 010 

4. y i y 


0 OO/l 

~Z. yz4 


1 oo 
1. UU 


n ono 
U. UU I 


c 
0 


ATOM 
AIUM 


899 


0 


PHE A 


C C 1 CO 110 

oo loy. i iz 


o. 141 


0 QG.A 

~Z. ob4 


1 oo 

1. UU 


n oo n 
U. OU U 




A THAI 

AIUM 


yuu 


CB 


PHE A 


c e i c c cno 
oo loo. oUo 


A 70 C 

4. fob 


o i cn 
-Z. 1 by 


1 A A 

1. 00 


n A A A 

U. OU I 




A THAI 

A1UM 


on 1 

yui 


CG 


PHE A 


oo loo. yo4 


A C1 C 

4. olo 


0 C t 1 

-o. 511 


1 OO 

1. uo 


O AAA 

U, OU c 




A THAI 

A1UM 


yuz 


CD1 


PHE A 


ooloo. 1 (\J 


0 01 c 

o. Zlb 


o n /i i 

-o. 941 


1 A A 

1. 00 


A A A A 

0. 00 c 




a Tny 
AIUM 


OOQ 


CD2 PHE A 


CC 1 CC C 1 C 

ooloo. bib 


c ceo 

b. obZ 


A O /! 1 

-4. 341 


1 A A 

1. 00 


A A A A 

U. 00 c 


i n 
1U 


AIUM 


9U4 


CE1 


PHE A 


e c i c c oni 

ooloo. ZU1 


o nee 

Z. 966 


c i n e 

-5. 176 


1 A A 

1. 00 


A A A A 

0. 00 c 




A TOM 

AIUM 


one 


CE2 


PHE A 


CC i rr n An 

ooloo. U47 


C 0 1 o 

5. 318 


-5. 577 


1 A A 

1. 00 


A A A A 

0. 00 c 




A tam 

AIUM 


one 
9Uo 


CZ 


PHE A 


66154. 839 


A ni o 

4. 018 


r a a /i 

-5. 994 


1 A A 

l. 00 


A A A A 

0. 00 c 




A TAXI 

AIUM 


9U7 


H 


PHE A 


cc 1 no oAn 

66158. 3U2 


c 1 a c 

5. 105 


a 1 o c 

-0. 125 


1 A A 

l. 00 


A A A TT 

0. 00 H 




A TOM 

AIUM 


nno 

9Uo 


HA 


PHE A 


66157. 975 


O 1 A O 

3. 148 


o o a 1 

-2. 291 


1 A A 

l. 00 


A A A TI 

0. 00 H 


1 c 

lb 


AIUM 


909 


1HB 


PHE A 


66155. 954 


>i occ 

4. 366 


1 A t A 

-1. 414 


1 A A 

l. 00 


A A A TT 

0. 00 H 




A TOIUT 

AIUM 


A 1 A 

910 


2HB 


PHE A 


CC i rc C C *7 

66156. 657 


c occ 

5. 856 


o nor 

-2. 035 


1 A A 

l. 00 


A nn TT 

0. 00 H 




A TOM 

AIUM 


n 1 1 
911 


HD1 


PHE A 


ccicc nci 

66156. 053 


Z. 393 


o ono 

-3. 302 


1 A A 

l. 00 


A A A TT 

0. 00 H 




A TORI 

AIUM 


91Z 


HD2 PHE A 


CCICC 770 

66155. 778 


c C7 a 

6. 579 


>l A 1 C 

-4. 0 1 6 


1 A A 

1. 00 


A A A TT 

0. 00 H 




a tom 
AIUM 


91o 


HE1 


PHE A 


ccicc n a n 

66155. 040 


1 A/IO 

1. 948 


C C A 1 

-5. 501 


1 A A 

l. 00 


A A A TT 

0. 00 H 


on 
ZU 


A TfiM 

AIUM 


914 


HE 2 PHE A 


CfilC/l 7CC 

66154. 765 


e 1 a o 

6. 14Z 


e oi/i 

-6. 214 


1 A A 

L 00 


A A A TT 

0. 00 H 




A TOM 

AIUM 


91b 


HZ 


PHE A 


c e 1 c a on>i 

66154. 394 


0 0 0/1 

o. 8Z4 


e a e a 

-6. 960 


1 A A 

1. 00 


A A A TT 

0. 00 H 




A THAI 

AIUM 


n i c 
91b 


N 


ARG A 


C71 Cn C70 

6( 159. 67Z 


/i 1 cn 
4. lbU 


0 7 C O 

-o. 769 


1 OA 

1. 00 


A A A XT 

0. 00 N 




A THAI 

AIUM 


O 1 7 

91 1 


CA 


ARG A 


6 ( lbU. 64Z 


yl 7QQ 

4. 166 


A COC 

-4. by b 


1 oo 

1. UU 


n oo p 
U. UU I 




A THAI 

AIUM 


010 

918 


C 


ARG A 


C71C1 7CO 

6( lol. (00 


C /ICO 

b. 4bo 


0 0/10 

-o. 94Z 


1 oo 

1. UU 


O A A P 

U. UU I 


ZO 


ATOM 

AIUM 


010 

y iy 


0 


ARG A 


C7 1 CO OOC 

o ( loZ. ZZ5 


e c in 
6. blU 


/I 0 70 

-4. 37o 


1 oo 
1. UU 


a nn n 
U. UU U 




ATOM 


920 


CB 


ARG A 


67159. 949 


5. 699 


-5. 659 


1. 00 


0.00 c 




ATOM 


921 


CG 


ARG A 


67158. 864 


5. 045 


-6. 499 


1.00 


0. 00 c 




ATOM 


922 


CD 


ARG A 


67158. 302 


6. 010 


-7. 530 


1. 00 


0.00 c 




ATOM * 


923 


NE 


ARG A 


67158. 965 


5. 875 


-8. 825 


1. 00 


0. 00 N 



# 
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ATOM 


924 


CZ 


ARG A 


67158. 894 


4. 783 


-9. 583 


1. 00 


0. 00 c 




ATOM 


925 


NH1 


ARG A 


67158. 193 


3. 731 


-9. 182 


1. 00 


0. 00 N 




ATOM 


926 


NH2 ARG A 


67159. 527 


4. 744 - 


-10. 749 


1. 00 


0. 00 N 




ATOM 


927 


H 


ARG A 


67159. 526 


3. 191 


-3. 770 


1. 00 


0. 00 H 


5 


ATOM 


928 


HA 


ARG A 


67161. 078 


3. 924 


-5. 262 


1. 00 


0. 00 H 




ATOM 


929 


1HB 


ARG A 


67159. 500 


6. 498 


-5. 088 


1. 00 


0. 00 H 




ATOM 


930 


2HB 


ARG A 


67160. 688 


6. 117 


-6. 326 


1. 00 


0. 00 H 




ATOM 


931 


1HG 


ARG A 


67159. 283 


4. 192 


-7. Oil 


1. 00 


0. 00 H 




ATOM 


932 


2HG 


ARG A 


67158. 064 


4. 721 


-5. 849 


1. 00 


0. 00 H 


10 


ATOM 


933 


1HD 


ARG A 


67157. 248 


5. 810 


-7. 655 


1. 00 


0. 00 H 




ATOM 


934 


2HD 


ARG A 


67158. 436 


7. 019 


-7. 171 


1. 00 


0. 00 H 




ATOM 


935 


HE 


ARG A 


67159. 490 


6. 637 


-9. 146 


1. 00 


0. 00 H 




ATOM 


936 


1HH1 ARG A 


67157. 713 


3. 753 


-8. 305 


1. 00 


0. 00 H 




ATOM 


937 


2HH1 


ARG A 


67158. 144 


2. 914 


-9. 756 


1. 00 


0. 00 H 


15 


ATOM 


938 


1HH2 ARG A 


67160. 057 


5. 534 


-11. 057 


1. 00 


0. 00 H 




ATOM 


939 


2HH2 ARG A 


67159. 475 


3. 924 


-11. 318 


1. 00 


0. 00 H 




ATOM 


940 


N 


GLY A 


68162. 165 


4. 888 


-2. 814 


1. 00 


0. 00 N 




ATOM 


941 


CA 


GLY A 


68163. 216 


5. 494 


-2. 018 


1. 00 


0. 00 C 




ATOM 


942 


C 


GLY A 


68162. 744 


6. 731 


-1. 280 


1. 00 


0. 00 C 


20 


ATOM 


943 


0 


GLY A 


68163. 533 


7. 634 


-1. 000 


1. 00 


0. 00 0 




ATOM 


944 


H 


GLY A 


68161. 751 


4. 050 


-2. 521 


1. 00 


0. 00 H 




ATOM 


945 


1HA 


GLY A 


68163. 569 


4. 771 


-1. 298 


1. 00 


0.00 H 




ATOM 


946 


2HA 


GLY A 


68164. 033 


5. 766 


-2. 669 


1. 00 


0. 00 H 




ATOM 


947 


N 


THR A 


69161. 454 


6. 772 


-0. 962 


1. 00 


0. 00 N 


25 


ATOM 


948 


CA 


THR A 


69160. 878 


7. 907 


-0. 252 


1. 00 


0. 00 C 




ATOM 


949 


C 


THR A 


69160. 006 


7. 437 


0. 908 


1. 00 


0.00 C 




ATOM 


950 


0 


THR A 


69158. 823 


7. 148 


0. 730 


1. 00 


0.00 0 




ATOM 


951 


CB 


THR A 


69160. 052 


8. 769 


-1. 208 


1. 00 


0. 00 c 




ATOM 


952 


0G1 THR A 


69160. 652 


8. 810 


-2. 490 


1. 00 


0. 00 0 
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10 



15 



20 



25 



ATOM 


953 


CG2 


THR A 


69159. 884 


10. 196 


-0. 734 


1. 00 


0. 00 c 


ATOM 


954 


TT 

H 


THR A 


69160. 876 


6. 021 


-1. 213 


1. 00 


0. 00 H 


ATOM 


apt 

955 


HA 


THR A 


69161. 691 


8. 500 


0. 141 


1. 00 


0. 00 H 


ATOM 


956 


HB 


THR A 


69159. 068 


8. 335 


-1. 309 


1. 00 


0. 00 H 


ATOM 


957 


HG1 


THR A 


69161. 498 


9. 260 


-2. 435 


1. 00 


0. 00 H 


ATOM 


958 


1HG2 


THR A 


69159. 331 


10. 204 


0. 195 


1. 00 


0. 00 H 


ATOM 


959 


2HG2 


THR A 


69159. 343 


10. 762 


-1. 479 


1. 00 


0. 00 H 


ATOM 


960 


3HG2 


THR A 


69160. 855 


10. 641 


-0. 579 


1. 00 


0. 00 H 


ATOM 


961 


N 


ARG A 


70160. 599 


7. 363 


2. 095 


1. 00 


0. 00 N 


ATOM 


962 


CA 


ARG A 


70159. 876 


6. 928 


3. 284 


1. 00 


0. 00 C 


ATOM 


963 


C 


ARG A 


70158. 715 


7. 867 


3. 589 


1. 00 


0. 00 C 


ATOM 


964 


0 


ARG A 


70158. 835 


9. 085 


3. 454 


1. 00 


0. 00 0 


ATOM 


965 


CB 


ARG A 


70160. 822 


6. 862 


4. 485 


1. 00 


0. 00 c 


ATOM 


966 


CG 


ARG A 


70160. 172 


6. 303 


5. 740 


1. 00 


0. 00 c 


ATOM 


967 


CD 


ARG A 


70160. 941 


6. 699 


6. 990 


1. 00 


0. 00 c 


ATOM 


968 


NE 


ARG A 


70162. 372 


6. 430 


6. 859 


1. 00 


0. 00 N 


ATOM 


969 


CZ 


ARG A 


70163. 254 


6. 623 


7. 838 


1. 00 


0. 00 c 


ATOM 


970 


NH1 


ARG A 


70162. 857 


7. 084 


9. 017 


1. 00 


0. 00 N 


ATOM 


971 


NH2 


ARG A 


70164. 536 


6. 353 


7. 637 


1. 00 


0. 00 N 


ATOM 


972 


H 


ARG A 


70161. 545 


7. 608 


2. 172 


1. 00 


0. 00 H 


ATOM 


973 


HA 


ARG A 


70159. 484 


5. 941 


3. 091 


1. 00 


0. 00 H 


ATOM 


974 


1HB 


ARG A 


70161. 664 


6. 235 


4. 231 


1. 00 


0.00 H 


ATOM 


975 


2HB 


ARG A 


70161. 179 


7. 857 


4. 703 


1. 00 


0. 00 H 


ATOM 


976 


1HG 


ARG A 


70159. 165 


6. 686 


5. 813 


1. 00 


0. 00 H 


ATOM 


977 


2HG 


ARG A 


70160. 145 


5. 225 


5. 671 


1. 00 


0. 00 H 


ATOM 


978 


1HD 


ARG A 


70160. 798 


7. 754 


7. 166 


1. 00 


0. 00 H 


ATOM 


979 


2HD 


ARG A 


70160. 554 


6. 138 


7. 828 


1. 00 


0. 00 H 


ATOM 


980 


HE 


ARG A 


70162. 692 


6. 088 


5. 999 


1. 00 


0. 00 H 


ATOM 


981 


1HH1 


ARG A 


70161. 891 


7. 290 


9. 177 


1. 00 


0. 00 H 
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ATOM 


982 


2HH1 


ARG A 


70163. 524 


7. 227 




ATOM 


983 


1HH2 ARG A 


70164. 840 


6. 005 




ATOM 


984 


2HH2 ARG A 


70165. 199 


6. 497 




ATOM 


985 


N 


TYR A 


71157. 589 


7. 295 


5 


ATOM 


986 


CA 


TYR A 


71156. 404 


8. 081 




ATOM 


987 


C 


TYR A 


71155. 921 


7. 778 




ATOM 


988 


0 


TYR A 


71155. 586 


8. 687 




ATOM 


989 


CB 


TYR A 


71155. 286 


7. 795 




ATOM 


990 


CG 


TYR A 


71155. 489 


8. 465 


10 


ATOM 


991 


CD1 


TYR A 


71155. 380 


7. 745 




ATOM 


992 


CD 2 TYR A 


71155. 793 


9. 819 




ATOM 


993 


CE1 


TYR A 


71155. 565 


8. 354 




ATOM 


994 


CE2 


TYR A 


71155. 980 


10. 435 




ATOM 


995 


CZ 


TYR A 


71155. 865 


9. 698 


15 


ATOM 


996 


OH 


TYR A 


71156. 051 


10. 308 




ATOM 


997 


H 


TYR A 


71157. 554 


6. 319 




ATOM 


998 


HA 


TYR A 


71156. 672 


9. 125 




ATOM 


999 


1HB 


TYR A 


71155. 226 


6. 730 




ATOM 


1000 


2HB 


TYR A 


71154. 349 


8. 144 


20 


ATOM 


1001 


HD1 


TYR A 


71155. 144 


6. 692 




ATOM 


1002 


HD2 


TYR A 


71155. 882 


10. 393 




ATOM 


1003 


HE1 


TYR A 


71155. 475 


7. 777 




ATOM 


1004 


HE 2 TYR A 


71156. 215 


11. 488 




ATOM 


1005 


HH 


TYR A 


71156. 907 


10. 059 


25 


ATOM 


1006 


N 


PHE A 


72155. 889 


6. 496 




ATOM 


1007 


CA 


PHE A 


.72155. 447 


6. 073 




ATOM 


1008 


C 


PHE A 


72156. 408 


5. 047 




ATOM 


1009 


0 


PHE A 


72157. 303 


4. 553 




ATOM 


1010 


CB 


PHE A 


72154. 037 


5. 485 
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9. 748 1. 00 0. 00 H 

6.750 1.00 0. 00 H 

8. 370 1. 00 0. 00 H 

4. 002 1. 00 0. 00 N 

4. 326 1. 00 0. 00 C 

5. 741 1. 00 0. 00 C 

6. 501 1.00 0. 00 0 

3. 322 1. 00 0. 00 C 
1. 982 1. 00 0. 00 C 

0. 799 1. 00 0. 00 C 

1. 900 1. 00 0. 00 C 
-0.427 1.00 0. 00 C 

0. 677 1. 00 0. 00 C 

-0. 483 1. 00 0. 00 C 

-1. 702 1. 00 0. 00 0 

4.091 1.00 0. 00 H 

4. 266 1. 00 0. 00 H 
3. 154 1. 00 0. 00 H 
3. 729 1. 00 0. 00 H 
0. 846 1. 00 0. 00 H 
2.810 1.00 0. 00 H 

-1. 335 1. 00 0. 00 H 

0. 635 1. 00 0. 00 H 

-2.058 1.00 0.00 H 

6. 088 1. 00 0. 00 N 

7. 412 1. 00 0. 00 C 

8. 004 1. 00 0. 00 C 
7. 320 1. 00 0. 00 0 
7. 338 1. 00 0. 00 C 
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w 




756 




ATOM 


1 0 1 1 


CG PHE A 


72153. 868 


4. 464 




ATOM 


■4 f\ 1 CI 

1012 


CD1 PHE A 


72153. 748 


4. 858 




ATOM 


10 13 


CD2 PHE A 


72153. 831 


3. 112 




ATOM 


1014 


CE1 PHE A 


72153. 593 


3. 921 


5 


ATOM 


1015 


CE2 PHE A 


72153. 677 


2. 171 




ATOM 


1016 


CZ PHE A 


72153. 558 


2. 576 




ATOM 


1017 


H PHE A 


72156. 168 


5. 817 




ATOM 


1018 


HA PHE A 


72155. 431 


6. 944 




ATOM 


1019 


IHB PHE A 


72153. 803 


5. 009 


10 


ATOM 


1020 


2HB PHE A 


72153. 331 


6. 283 




ATOM 


1021 


HD1 PHE A 


72153. 776 


5. 909 




ATOM 


1022 


HD2 PHE A 


72153. 925 


2. 795 




ATOM 


1023 


HE1 PHE A 


72153. 499 


4. 240 




ATOM 


1024 


HE2 PHE A 


72153. 649 


1. 120 


15 


ATOM 


1025 


HZ PHE A 


72153. 436 


1. 841 




ATOM 


1026 


N THR A 


73156. 216 


4.732 




ATOM 


1027 


CA THR A 


73157. 064 


3.765 




ATOM 


1028 


C THR A 


73156. 309 


2. 466 




ATOM 


1029 


0 THR A 


73155. 430 


2. 409 


20 


ATOM 


1030 


CB THR A 


73157. 573 


4. 346 




ATOM 


1031 


0G1 THR A 


73157. 559 


5. 762 




ATOM 


1032 


CG2 THR A 


73158. 981 


3. 910 




ATOM 


1033 


H THR A 


73155. 485 


5. 160 




ATOM 


1034 


HA THR A 


73157. 909 


3.554 


25 


ATOM 


1035 


HB THR A 


73156. 922 


4. 021 




ATOM 


1036 


HG1 THR A 


73157. 401 


6. 105 




ATOM 


1037 


1HG2 THR A 


73159. 622 


4. 056 




ATOM 


1038 


2HG2 THR A 


73158. 978 


2. 865 




ATOM 


1039 


3HG2 THR A 


73159. 348 


4. 498 
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6. 249 1. 00 0. 00 C 

4. 926 1. 00 0. 00 C 

6. 548 1. 00 0. 00 C 

3. 921 1. 00 0. 00 C 

5. 548 1. 00 0. 00 C 

4. 234 1. 00 0. 00 C 

5. 438 1. 00 0. 00 H 
8. 049 1. 00 0. 00 H 

8. 278 1. 00 0. 00 H 

7. 159 1. 00 0. 00 H 

4. 680 1. 00 0. 00 H 
7. 576 1. 00 0. 00 H 

2. 894 1. 00 0. 00 H 

5. 795 1. 00 0. 00 H 

3. 450 1. 00 0. 00 H 

9. 281 1. 00 0. 00 N 

9. 966 1. 00 0. 00 C 

10. 227 1. 00 0. 00 C 

11. 086 1. 00 0. 00 0 
11. 286 1. 00 0. 00 C 
11. 249 1. 00 0. 00 0 

11. 630 1. 00 0. 00 C 
9. 774 1. 00 0. 00 H 
9. 327 1. 00 0. 00 H 

12. 085 1. 00 0. 00 H 
12.132 1.00 0. 00 H 

10. 773 1. 00 0. 00 H 
11.903 1.00 0. 00 H 
12. 457 1. 00 0. 00 H 
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ATOM 


1040 


N 


CYS A 


74156. 658 


1. 424 


9. 478 


1. 00 


0. 00 N 




ATOM 


1041 


CA 


CYS A 


74156.013 


0. 125 


9. 628 


1. 00 


0. 00 c 




ATOM 


1042 


C 


CYS A 


74157.050 


-0. 992 


9. 703 


1. 00 


0. 00 c 




ATOM 


1043 


0 


CYS A 


74158. 254 


-0. 735 


9. 695 


1. 00 


0. 00 0 


5 


ATOM 


1044 


CB 


CYS A 


74155. 055 


-0. 130 


8. 464 


1. 00 


0. 00 c 




ATOM 


1045 


SG 


CYS A 


74153. 368 


0. 453 


8. 755 


1. 00 


0. 00 S 




ATOM 


1046 


H 


CYS A 


74157. 366 


1. 531 


8. 810 


1. 00 


0. 00 H 




ATOM 


1047 


HA 


CYS A 


74155. 450 


0. 139 


10. 550 


1. 00 


0. 00 H 




ATOM 


1048 


1HB 


CYS A 


74155. 428 


0. 373 


7. 584 


1. 00 


0. 00 H 


10 


ATOM 


1049 


2HB 


CYS A 


74155. 008 


-1. 192 


8. 272 


1. 00 


0. 00 H 




ATOM 


1050 


HG 


CYS A 


74153. 059 


0. 879 


7. 951 


1. 00 


0. 00 H 




ATOM 


1051 


N 


ALA A 


75156. 573 


-2. 230 


9. 775 


1. 00 


0. 00 N 




ATOM 


1052 


CA 


ALA A 


75157. 459 


-3. 386 


9. 850 


1. 00 


0. 00 c 




ATOM 


1053 


C 


ALA A 


75158. 186 


-3. 607 


8. 528 


1. 00 


0. 00 c 


15 


ATOM 


1054 


0 


ALA A 


75157. 865 


-2. 980 


7. 520 


1. 00 


0. 00 0 




ATOM 


1055 


CB 


ALA A 


75156. 671 


-4. 629 


10. 237 


1.00 


0. 00 c 




ATOM 


1056 


H 


ALA A 


75155. 604 


-2. 370 


9. 777 


1. 00 


0. 00 H 




ATOM 


1057 


HA 


ALA A 


75158. 189 


-3. 196 


10. 623 


1. 00 


0. 00 H 




ATOM 


1058 


1HB 


ALA A 


75155. 655 


-4. 535 


9. 885 


1. 00 


0. 00 H 


20 


ATOM 


1059 


2HB 


ALA A 


75156. 672 


-4. 736 


11. 311 


1. 00 


0. 00 H 




ATOM 


1060 


3HB 


ALA A 


75157. 129 


-5. 498 


9. 787 


1.00 


0. 00 H 




ATOM 


1061 


N 


LEU A 


76159. 167 


-4. 503 


8. 542 


1. 00 


0. 00 N 




ATOM 


1062 


CA 


LEU A 


76159. 941 


-4. 808 


7. 343 


1.00 


0. 00 c 




ATOM 


1063 


C 


LEU A 


76159. 236 


-5. 858 


6. 492 


1. 00 


0. 00 C 


25 


ATOM 


1064 


0 


LEU A 


76158. 624 


-6. 787 


7. 019 


1. 00 


0. 00 0 




ATOM 


1065 


CB 


LEU A 


76161. 340 


-5. 296 


7. 724 


1. 00 


0. 00 c 




ATOM 


1066 


CG 


LEU A 


76162. 346 


-4. 192 


8. 050 


1. 00 


0. 00 c 




ATOM 


1067 


CD1 LEU A 


76163. 333 


-4. 663 


9. 106 


1. 00 


0. 00 c 




ATOM 


1068 


CD2 LEU A 


76163. 078 


-3. 752 


6. 792 


1. 00 


0. 00 c 
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ATOM 


1069 


H 


LEU A 


76159. 377 


-4. 970 


9. 377 


1. 00 


0. 00 H 




ATOM 


1070 


HA 


LEU A 


76160. 032 


-3. 898 


6. 768 


1. 00 


0. 00 H 




ATOM 


1071 


1HB 


LEU A 


76161. 250 


-5. 940 


8. 588 


1. 00 


0. 00 H 




ATOM 


1072 


2HB 


LEU A 


76161. 731 


-5. 878 


6. 903 


1. 00 


0. 00 H 


5 


ATOM 


1073 


HG 


LEU A 


76161. 816 


-3. 337 


8. 447 


1. 00 


0. 00 H 




ATOM 


1074 


1HD1 


LEU A 


76163. 489 


-5. 726 


9. 004 


1. 00 


0. 00 H 




ATOM 


1075 


2HD1 


LEU A 


76162. 938 


-4. 450 


10. 089 


1. 00 


0. 00 H 




ATOM 


1076 


3HD1 


LEU A 


76164. 273 


-4. 147 


8. 976 


1. 00 


0. 00 H 




ATOM 


1077 


1HD2 


LEU A 


76163. 303 


-2. 697 


6.855 


1. 00 


0. 00 H 


10 


ATOM 


1078 


2HD2 


LEU A 


76162.455 


-3. 935 


5. 930 


1. 00 


0. 00 H 




ATOM 


1079 


3HD2 


LEU A 


76163. 998 


-4. 310 


6. 696 


1. 00 


0. 00 H 




ATOM 


1080 


N 


LYS A 


77159. 327 


-5. 706 


5. 175 


1. 00 


0.00 N 




ATOM 


1081 


CA 


LYS A 


77158. 698 


-6. 642 


4. 250 


1. 00 


0. 00 C 




ATOM 


1082 


C 


LYS A 


77157. 182 


-6. 642 


4.423 


1. 00 


0. 00 C 


15 


ATOM 


1083 


0 


LYS A 


77156. 538 


-7. 688 


4.339 


1. 00 


0. 00 0 




ATOM 


1084 


CB 


LYS A 


77159. 248 


-8. 053 


4.466 


1. 00 


0. 00 c 




ATOM 


1085 


CG 


LYS A 


77160. 765 


-8. 109 


4. 551 


1. 00 


0. 00 c 




ATOM 


1086 


CD 


LYS A 


77161.413 


-7. 639 


3.259 


1. 00 


0. 00 c 




ATOM 


1087 


CE 


LYS A 


77162. 826 


-7. 132 


3.496 


1. 00 


0. 00 c 


20 


ATOM 


1088 


NZ 


LYS A 


77162. 834 


-5. 847 


4. 248 


1. 00 


0. 00 N 




ATOM 


1089 


H 


LYS A 


77159. 830 


-4. 943 


4.816 


1. 00 


0. 00 H 




ATOM 


1090 


HA 


LYS A 


77158. 934 


-6. 323 


3. 246 


1. 00 


0. 00 H 




ATOM 


1091 


1HB 


LYS A 


77158. 843 


-8. 448 


5. 386 


1. 00 


0. 00 H 




ATOM 


1092 


2HB 


LYS A 


77158. 932 


-8. 680 


3. 646 


1. 00 


0. 00 H 


25 


ATOM 


1093 


1HG 


LYS A 


77161. 094 


-7. 472 


5. 358 


1. 00 


0. 00 H 




ATOM 


1094 


2HG 


LYS A 


77161. 068 


-9. 127 


4. 748 


1. 00 


0. 00 H 




ATOM 


1095 


1HD 


LYS A 


77161. 452 


-8. 467 


2. 566 


1. 00 


0. 00 H 




ATOM 


1096 


2HD 


LYS A 


77160. 818 


-6. 842 


2.838 


1. 00 


0.00 H 




ATOM 


1097 


1HE 


LYS A 


77163. 371 


-7. 872 


4. 061 


1. 00 


0. 00 H 
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1098 2HE LYS A 77163.307 -6.984 2.540 1.00 0. 00 H 

1099 1HZ LYS A 77161.959 -5.750 4.801 1.00 0. 00 H 

1100 2HZ LYS A 77162.903 -5.046 3.588 1.00 0. 00 H 

1101 3HZ LYS A 77163.648 -5.817 4.897 1.00 0. 00 H 

1102 N LYS A 78156.620 -5.463 4.664 1.00 0. 00 N 

1103 CA LYS A 78155.179 -5.326 4.848 1.00 0. 00 C 

1104 C LYS A 78154.704 -3.943 4.414 1.00 0. 00 C 

1105 0 LYS A 78153.844 -3.341 5.056 1.00 0.00 0 

1106 CB LYS A 78154.805 -5.573 6.310 1.00 0. 00 C 

1107 CG LYS A 78155.324 -6.893 6.858 1.00 0. 00 C 

1108 CD LYS A 78154.929 -7.085 8.313 1.00 0. 00 C 

1109 CE LYS A 78153.688 -7.957 8.445 1.00 0. 00 C 

1110 NZ LYS A 78152.655 -7.323 9.310 1.00 0. 00 N 

1111 H LYS A 78157.186 -4.665 4.720 1.00 0. 00 H 

1112 HA LYS A 78154.695 -6.070 4.232 1.00 0. 00 H 

1113 1HB LYS A 78155.211 -4.774 6.913 1.00 0. 00 H 

1114 2HB LYS A 78153.729 -5.569 6.400 1.00 0. 00 H 

1115 1HG LYS A 78154.912 -7.701 6.272 1.00 0. 00 H 

1116 2HG LYS A 78156.401 -6.904 6.782 1.00 0. 00 H 

1117 1HD LYS A 78155.745 -7.558 8.838 1.00 0. 00 H 

1118 2HD LYS A 78154.728 -6.119 8.752 1.00 0. 00 H 

1119 1HE LYS A 78153.272 -8.121 7.463 1.00 0. 00 H 

1120 2HE LYS A 78153.975 -8.905 8.877 1.00 0. 00 H 

1121 1HZ LYS A 78153.069 -7.058 10.226 1.00 0. 00 H 

1122 2HZ LYS A 78151.870 -7.986 9.474 1.00 0. 00 H 

1123 3HZ LYS A 78152.279 -6.468 8.850 1.00 0. 00 H 

1124 N ALA A 79155.270 -3.445 3.320 1.00 0. 00 N 

1125 CA ALA A 79154.904 -2.132 2.800 1.00 0. 00 C 

1126 C ALA A 79154.645 -2.189 1.298 1.00 0. 00 C 
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10 
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ATOM 





WO 2004/016781 


w 






760 




ATOM 
AlUM 


1 197 


0 


ALA A 


79155. 565 


-2. 390 




AlUM 


1195 


CB 


ALA A 


79155. 996 


-1. 120 




ATOM 
AlUM 


t 1 9Q 
1 1 6 j 


H 


ALA A 


79155. 950 


-3. 972 




AT AM 
AlUM 


1 loU 


HA 


ALA A 


79153. 999 


-1. 816 


5 


AlUM 


1 lo 1 


1HB 


ALA A 


79156. 440 


-1. 352 




ATOM 

AlUM 


1 106 


2HB 


ALA A 


79155. 568 


-0. 129 




ATOM 

AlUM 


1 loo 


3HB 


ALA A 


79156. 752 


-1. 159 




ATOM 

AlUM 


1 1 9 A 

1 lo4 


N 


LEU A 


80153. 385 


-2. 009 




A THAJT 
AlUM 


1 1 0 c 

1 loo 


CA 


LEU A 


80153. 003 


-2. 039 


10 


A TfiTWT 
AlUM 


1 loo 


C 


LEU A 


80152. 162 


-0. 819 




AlUM 


1 1 9 7 

1 lo I 


0 


LEU A 


80151. 115 


-0. 574 




A TAM 

AlUM 


1 loo 


CB 


LEU A 


80152. 226 


-3. 319 




A Tf\lUT 

AlUM 


i i oft 

1 lo9 


CG 


LEU A 


80151. 701 


-3. 427 




A T AHf 

A10M 


1 1 A ft 

1 140 


CD1 


LEU A 


80152. 848 


-3. 637 


15 


ATOM 


11/11 
1141 


CD2 


LEU A 


80150. 689 


-4. 557 




A10M 


1 1 A O 

114Z 


H 


LEU A 


80152. 695 


-1. 853 




AlUM 


1 1 A O 

114o 


HA 


LEU A 


80153. 908 


-2. 025 




A TOM 

AlUM 


1144 


1HB 


LEU A 


80152. 874 


-4. 163 




A TC\\X 

AlUM 


1 1 A C 

1 14b 


2HB 


LEU A 


80151. 384 


-3. 378 


20 


AlUM 


1 1 A C 

1 140 


HG 


LEU A 


80151. 204 


-2. 504 




A THM 

AlUM 




1HD1 


LEU A 


80153. 181 


-4. 664 




A TAXI 

AlUM 


11/10 

1 14o 


2HD1 


LEU A 


80153. 665 


-2. 980 




A Tfllff 

AlUM 


1 14a 


3HD1 


LEU A 


80152. 513 


-3.419 




A THAI 
AlUM 


1 1 Gfl 

1 lou 


1HD2 LEU A 


80149. 784 


-4. 284 


25 


AlUM 


1 10 1 


2HD2 LEU A 


80151. 100 


-5. 454 




ATOM 


1152 


3HD2 LEU A 


80150. 464 


-4. 736 




ATOM 


1153 


N 


PHE A 


81152. 628 


-0. 055 




ATOM 


1154 


CA 


PHE A 


81151. 917 


1. 141 




ATOM 


1155 


C 


PHE A 


81151. 046 


0. 840 
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0. 506 1. 00 0. 00 0 

3. Ill 1.00 0.00 C 

2. 850 1. 00 0. 00 H 

3. 300 1. 00 0. 00 H 

4. 068 1. 00 0. 00 H 
3. 145 1. 00 0. 00 H 
2. 342 1. 00 0. 00 H 
0. 914 1. 00 0. 00 N 
•0. 493 1. 00 0. 00 C 
•0. 854 1. 00 0. 00 C 

0. 254 1. 00 0. 00 0 
-0. 804 1. 00 0. 00 C 
-2. 237 1. 00 0. 00 C 
-3. 212 1. 00 0. 00 C 
-2. 349 1. 00 0. 00 C 

1. 592 1. 00 0. 00 H 
-1. 082 1. 00 0. 00 H 
-0. 616 1. 00 0. 00 H 
-0.131 I. 00 0. 00 H 
-2. 500 1. 00 0. 00 H 
-3. 160 1. 00 0. 00 H 
-2. 954 1. 00 0. 00 H 
-4. 216 1. 00 0. 00 H 
-1. 827 1. 00 0. 00 H 
-1. 910 1. 00 0. 00 H 
-3. 390 1. 00 0. 00 H 
-1. 837 1. 00 0. 00 N 
-2. 278 1. 00 0. 00 C 
-3. 493 1. 00 0. 00 C 
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O O O 1 
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A O 1 A 

0. 819 
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o o o r\ 

0. 00 c 




ATOM 

AlUM 


1 1 C A 
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n 


DUT? 

PHE 


A 


81153. 468 


a o a 1 
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O o rr r7 

-2. 277 


1. 00 
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1 n 


A THM 
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t ICC 
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UA 

HA 


DUT? 

PHE 


A 
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81151. 284 


1 A & H 

l. 467 


-L 467 


1 o o 

l. 00 


0. 00 H 




AlUM 


lino 

1 loo 


lXlD 


DDT? 

PHE 


A 


81153. 659 


1 OTA 

1. 870 


O OOO 

-3. 289 


l. 00 
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A THM 
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zHB 


T>TIT? 

PHE 


A 


Ol 1 rn nnn 

81152. 383 


o o o ly 

3. 067 


-3. 091 
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AlUM 


lloo 


TJT\ 1 

HD1 


PHE 
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A 


o i 1 r i a a o 

8 1 154. 993 


•t 1 o o 

l. 182 


-l. 263 


l. 00 


0. 00 H 
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1 1 c n 
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HDZ 


DUT? 

rHE 


A 

A 


Oi 1 rn a no 

81152. 403 


a r r iy 

4. 557 


1 OOO 

-l. 289 


-4 O O 
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0. 00 H 
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10 


a Tniif 
AlUM 


1 1 in 
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"A TIT? 

PHE 
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A 


Oi i rp i r o 

81156. 156 
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2. 083 


o nnn 

0. 709 
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0. 00 H 
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A O O TT 
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ATOM 


1181 


HA 
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A 


82149. 581 


1. 153 


-5. 592 


l. 00 


0. 00 H 




ATOM 


1182 


HB 


VAL 


A 


82147. 290 


0. 146 


-5. 210 


LOO 


0. 00 H 




ATOM 


1183 


1HG1 


VAL 


A 


82148. 168 


-2. 008 


-4. 578 


l. 00 


0. 00 H 




ATOM 


1184 


2HG1 


VAL 


A 


82149. 586 


-1. 256 


-3. 849 


l. 00 


0. 00 H 
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ATOM 


1185 


3HG1 VAL A 


82149. 345 


-1. 176 




ATOM 


1186 


1HG2 VAL A 


82147. 004 


-0. 759 




ATOM 


1187 


2HG2 VAL A 


82146. 658 


0. 951 




ATOM 


1188 


3HG2 VAL A 


82148. 183 


0.461 


5 


ATOM 


1189 


N 


LYS A 


83147. 485 


2. 641 




ATOM 


1190 


CA 


LYS A 


83146. 629 


3. 772 




ATOM 


1191 


C 


LYS A 


83145. 383 


3.794 




ATOM 


1192 


0 


LYS A 


83144. 618 


2.829 




ATOM 


1193 


CB 


LYS A 


83146. 229 


3.716 


10 


ATOM 


1194 


CG 


LYS A 


83147. 387 


3. 960 




ATOM 


1195 


CD 


LYS A 


83146. 976 


3.731 




ATOM 


1196 


CE 


LYS A 


83147. 609 


4. 754 




ATOM 


1197 


NZ 


LYS A 


83148. 043 


4. 144 




ATOM 


1198 


H 


LYS A 


83147. 582 


1. 908 


15 


ATOM 


1199 


HA 


LYS A 


83147. 192 


4.677 




ATOM 


1200 


1HB 


LYS A 


83145. 816 


2.741 




ATOM 


1201 


2HB 


LYS A 


83145. 474 


4. 465 




ATOM 


1202 


IHG 


LYS A 


83147. 723 


4. 980 




ATOM 


1203 


2HG 


LYS A 


83148. 193 


3. 285 


20 


ATOM 


1204 


1HD 


LYS A 


83147. 291 


2. 743 




ATOM 


1205 


2HD 


LYS A 


83145. 901 


3. 806 




ATOM 


1206 


1HE 


LYS A 


83146. 887 


5. 530 




ATOM 


1207 


2HE 


LYS A 


83148. 468 


5. 185 




ATOM 


1208 


1HZ 


LYS A 


83147. 884 


4.810 


25 


ATOM 


1209 


2HZ 


LYS A 


83147. 502 


3. 275 




ATOM 


1210 


3HZ 


LYS A 


83149. 055 


3. 907 




ATOM 


1211 


N 


LEU A 


84145. 185 


4. 902 




ATOM 


1212 


CA 


LEU A 


84144. 032 


5. 055 




ATOM 


1213 


C 


LEU A 


84142. 731 


4. 965 
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-5. 594 1. 00 0. 00 H 

-2. 842 1. 00 0. 00 H 

-3. 096 1. 00 0. 00 H 

-2. 359 1. 00 0. 00 H 

-6. 083 1. 00 0. 00 N 

-6. 419 1. 00 0. 00 C 

-5. 543 1. 00 0. 00 C 

-5. 507 1. 00 0. 00 0 

-7. 894 1. 00 0. 00 C 

-8.849 1.00 0.00 C 

10.293 1.00 0.00 C 

11. 223 1. 00 0. 00 C 

12. 510 1. 00 0. 00 N 
-6. 726 1. 00 0. 00 H 
-6. 243 1. 00 0. 00 H 
-8. 106 1. 00 0. 00 H 
-8. 079 1. 00 0. 00 H 
-8. 738 1. 00 0. 00 H 
-8. 600 1. 00 0. 00 H 
•10.595 1.00 0. 00 H 
-10. 369 1. 00 0. 00 H 
-11.428 1.00 0. 00 H 
-10. 730 1. 00 0. 00 H 
-13. 292 1.00 0.00 H 
-12. 694 1. 00 0. 00 H 
-12. 470 1. 00 0. 00 H 
-4. 837 1. 00 0. 00 N 
-3. 958 1. 00 0. 00 C 
-4. 749 1. 00 0. 00 C 
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ATOM 


1214 


0 


LEU A 


84141. 738 


4. 418 




ATOM 


1215 


CB 


LEU A 


84144. 106 


6. 394 




ATOM 


1216 


CG 


LEU A 


84142. 898 


6. 721 




ATOM 


1217 


CD1 


LEU A 


84142. 905 


5. 865 


5 


ATOM 


1218 


CD2 


LEU A 


84142. 884 


8. 199 




ATOM 


1219 


H 


LEU A 


84145. 831 


5. 635 




ATOM 


1220 


HA 


LEU A 


84144. 056 


4. 255 




ATOM 


1221 


1HB 


LEU A 


84144. 988 


6. 390 




ATOM 


1222 


2HB 


LEU A 


84144. 212 


7. 178 


10 


ATOM 


1223 


HG 


LEU A 


84141. 993 


6. 500 




ATOM 


1224 


1HD1 


LEU A 


84142. 442 


4. 913 




ATOM 


1225 


2HD1 


LEU A 


84142. 357 


6. 370 




ATOM 


1226 


3HD1 


LEU A 


84143. 925 


5. 706 




ATOM 


1227 


1HD2 LEU A 


84143. 845 


8. 481 


15 


ATOM 


1228 


2HD2 


LEU A 


84142. 115 


8. 384 




ATOM 


1229 


3HD2 


LEU A 


84142. 682 


8. 783 




ATOM 


1230 


N 


LYS A 


85142. 744 


5. 505 




ATOM 


1231 


CA 


LYS A 


85141. 565 


5. 484 




ATOM 


1232 


C 


LYS A 


85141. 184 


4. 054 


20 


ATOM 


1233 


0 


LYS A 


85140. 025 


3. 767 




ATOM 


1234 


CB 


LYS A 


85141. 818 


6. 301 




ATOM 


1235 


CG 


LYS A 


85143. 122 


5. 950 




ATOM 


1236 


CD 


LYS A 


85144. 216 


6. 955 




ATOM 


1237 


CE 


LYS A 


85145. 058 


7. 276 


25 


ATOM 


1238 


NZ 


LYS A 


85144. 401 


8. 286 




ATOM 


1239 


H 


LYS A 


85143. 566 


5. 926 




ATOM 


1240 


HA 


LYS A 


85140. 750 


5. 931 




ATOM 


1241 


1HB 


LYS A 


85141. 006 


6. 129 




ATOM 


1242 


2HB 


LYS A 


85141. 844 


7. 349 



PCT/JP2003/010288 

4. 270 1. 00 0. 00 0 

•3. 222 1. 00 0. 00 C 

•2. 344 1. 00 0. 00 C 

•1. 087 1. 00 0. 00 C 

-1. 986 1. 00 0. 00 C 

-4. 909 1. 00 0. 00 H 

-3. 236 1. 00 0. 00 H 

-2. 599 1. 00 0. 00 H 

-3. 958 1. 00 0. 00 H 

-2. 892 1. 00 0. 00 H 

-1. 296 1. 00 0. 00 H 

-0. 305 1. 00 0. 00 H 

-0. 766 1. 00 0. 00 H 

-1. 581 1. 00 0. 00 H 

-1. 249 1. 00 0. 00 H 

-2. 872 • 1. 00 0. 00 H 

-5. 963 1. 00 0. 00 N 

-6. 822 1. 00 0. 00 C 

-7. 191 1. 00 0. 00 C 

-7. 489 1. 00 0. 00 0 

-8. 091 1. 00 0. 00 C 

-8. 790 1. 00 0. 00 C 

-8. 467 1. 00 0. 00 C 

-9. 693 1. 00 0. 00 C 

10. 568 1. 00 0. 00 N 

-6. 291 1. 00 0. 00 H 

-6. 274 1. 00 0. 00 H 

-8. 783 1. 00 0. 00 H 

-7. 832 1. 00 0. 00 H 
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4. 971 -8. 468 1. 00 0. 00 H 

5. 943 -9. 858 1. 00 0. 00 H 
7. 866 -8. 107 1. 00 0. 00 H 

6. 543 -7. 701 1. 00 0. 00 H 

7. 662 -9. 366 1. 00 0. 00 H 
6. 367 -10. 256 1. 00 0. 00 H 
7.976 -10.812 1.00 0.00 H 
8.408 -11.445 1.00 0.00 H 
9. 202 -10. 078 1. 00 0. 00 H 
3. 157 -7. 170 1. 00 0. 00 N 
1. 758 -7. 502 1. 00 0. 00 C 

0. 892 -6. 246 1. 00 0. 00 C 
-0. 260 -6. 278 1. 00 0. 00 0 

1. 260 -8. 487 1. 00 0. 00 C 

2. 305 -9. 340 1. 00 0. 00 0 

3. 444 -6. 925 1. 00 0. 00 H 
1. 686 -7. 966 1. 00 0. 00 H 
0. 883 -7. 938 1. 00 0. 00 H 

0. 469 -9. 092 1. 00 0. 00 H 

1. 971 -9. 940 1. 00 0. 00 H 
1. 457 -5. 142 1. 00 0. 00 N 
0. 736 -3. 874 1. 00 0. 00 C 

0. 507 -3. 430 1. 00 0. 00 C 

1. 366 -3. 614 1. 00 0. 00 0 
1. 512 -2. 796 1. 00 0. 00 C 

1. 402 -2. 937 1. 00 0. 00 S 

2. 378 -5. 180 1. 00 0. 00 H 
-0.221 -4.019 1.00 0. 00 H 

2. 556 -2. 857 1. 00 0. 00 H 
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85145. 211 
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85143. 439 




ATOM 


1250 


2HZ 
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85144. 947 
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1251 


3HZ 


LYS A 


85144. 347 
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1252 


N 


SER A 


86142. 166 




ATOM 


1253 


CA 


SER A 


86141. 931 




ATOM 


1254 


C 


SER A 


86141. 941 




ATOM 


1255 


0 


SER A 


86142. 372 




ATOM 


1256 


CB 


SER A 


86142. 990 


15 


ATOM 


1257 


OG 


SER A 


86143. 426 




ATOM 


1258 
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SER A 


86143. 072 




ATOM 


1259 


HA 


SER A 


86140. 959 




ATOM 


• 1260 


1HB 


SER A 


86143. 840 




ATOM 


1261 


2HB 


SER A 


86142. 572 


20 


ATOM 


1262 


HG 


SER A 


86144. 097 




ATOM 


1263 


N 


CYS A 


87141. 463 




ATOM 


1264 


CA 


CYS A 


87141. 416 




ATOM 


1265 


C 


CYS A 


87139. 976 




ATOM 


1266 


0 


CYS A 


87139. 114 


25 


ATOM 


1267 


CB 


CYS A 


87142. 176 




ATOM 


1268 


SG 


CYS A 


87143. 976 




ATOM 


1269 


H 


CYS A 


87141. 134 




ATOM 


1270 


HA 


CYS A 


87141. 893 




ATOM 


1271 


1HB 


CYS A 


87141. 907 
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ATOM 


1272 


2HB 


CYS A 


87141. 898 


1. 130 


-1. 825 


1. 00 


0. 00 H 




ATOM 


1273 


HG 


CYS A 


87144. 247 


0. 545 


-2. 597 


1. 00 


0.00 H 




ATOM 


1274 


N 


ARG A 


88139. 723 


-0. 658 


-2. 843 


1. 00 


0.00 N 




ATOM 


1275 


CA 


ARG A 


88138. 386 


-1. 003 


-2. 371 


1. 00 


0. 00 c 


5 


ATOM 


1276 


C 


ARG A 


88138. 324 


-0. 963 


-0. 845 


1. 00 


0. 00 c 




ATOM 


1277 


0 


ARG A 


88139. 294 


-1. 303 


-0. 169 


1. 00 


0. 00 0 




ATOM 


1278 


CB 


ARG A 


88137. 987 


-2. 392 


-2. 876 


1. 00 


0. 00 c 




ATOM 


1279 


CG 


ARG A 


88137. 161 


-2. 359 


-4. 153 


1. 00 


0. 00 c 




ATOM 


1280 


CD 


ARG A 


88135. 687 


-2. 609 


-3. 873 


1. 00 


0. 00 c 


10 


ATOM 


1281 


NE 


ARG A 


88134. 830 


-1. 636 


-4. 546 


1. 00 


0. 00 N 




ATOM 


1282 


CZ 


ARG A 


88134. 636 


-1. 603 


-5. 863 


1. 00 


0.00 c 




ATOM 


1283 


NH1 


ARG A 


88135. 235 


-2. 487 


-6. 651 


1. 00 


0. 00 N 




ATOM 


1284 


NH2 


ARG A 


88133. 840 


-0. 685 


-6. 393 


1. 00 


0. 00 N 




ATOM 


1285 


H 


ARG A 


88140. 451 


-1. 302 


-2. 725 


1. 00 


0. 00 H 


15 


ATOM 


1286 


HA 


ARG A 


88137. 697 


-0. 273 


-2. 768 


1. 00 


0. 00 H 




ATOM 


1287 


1HB 


ARG A 


88138. 883 


-2. 964 


-3. 067 


1. 00 


0. 00 H 




ATOM 


1288 


2HB 


ARG A 


88137. 409 


-2. 889 


-2. Ill 


1. 00 


0. 00 H 




ATOM 


1289 


1HG 


ARG A 


88137. 270 


-1. 390 


-4. 616 


1. 00 


0. 00 H 




ATOM 


1290 


2HG 


ARG A 


88137. 525 


-3. 124 


-4. 824 


1. 00 


0. 00 H 


20 


ATOM 


1291 


1HD 


ARG A 


88135. 431 


-3. 599 


-4. 220 


1. 00 


0. 00 H 




ATOM 


1292 


2HD 


ARG A 


88135. 519 


-2. 547 


-2. 809 


1. 00 


0. 00 H 




ATOM 


1293 


HE 


ARG A 


88134. 375 


-0. 971 


-3. 987 


1. 00 


0.00 H 




ATOM 


1294 


1HH1 


ARG A 


88135. 837 


-3. 182 


-6. 258 


1. 00 


0. 00 H 




ATOM 


1295 


2HH1 


ARG A 


88135. 086 


-2. 458 


-7. 639 


1. 00 


0. 00 H 


25 


ATOM 


1296 


1HH2 


ARG A 


88133. 385 


-0. 017 


-5. 803 


1. 00 


0. 00 H 




ATOM 


1297 


2HH2 


ARG A 


88133. 693 


-0. 661 


-7. 382 


1. 00 


0. 00 H 




ATOM 


1298 


N 


PRO A 


89137. 177 


-0. 547 


-0. 281 


1. 00 


0. 00 N 




ATOM 


1299 


CA 


PRO A 


89136. 999 


-0. 468 


1. 169 


1. 00 


0.00 C 




ATOM 


1300 


C 


PRO A 


89136. 896 


-1. 846 


1.815 


1. 00 


0. 00 c 
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ATOM 


1301 


0 


PRO A 


89135. 910 


-2. 558 




ATOM 


1302 


CB 


PRO A 


89135. 687 


0. 298 




ATOM 


1303 


CG 


PRO A 


89134. 940 


0. 078 




ATOM 


1304 


CD 


PRO A 


89135. 968 


-0. 126 


5 


ATOM 


1305 


HA 


PRO A 


89137. 802 


0. 085 




ATOM 


1306 


1HB 


PRO A 


89135. 144 


-0. 098 




ATOM 


1307 


2HB 


PRO A 


89135. 894 


1. 346 




ATOM 


1308 


1HG 


PRO A 


89134. 317 


-0. 798 




ATOM 


1309 


2HG 


PRO A 


89134. 335 


0. 946 


10 


ATOM 


1310 


1HD 


PRO A 


89135. 645 


-0. 899 




ATOM 


1311 


2HD 


PRO A 


89136. 144 


0. 795 




ATOM 


1312 


N 


ASP A 


90137. 923 


-2. 215 




ATOM 


1313 


CA 


ASP A 


90137. 949 


-3. 506 




ATOM 


1314 


C 


ASP A 


90136. 957 


-3. 538 


15 


ATOM 


1315 


0 


ASP A 


90136. 914 


-2. 621 




ATOM 


1316 


CB 


ASP A 


90139. 359 


-3. 807 




ATOM 


1317 


CG 


ASP A 


90139. 628 


-5. 294 




ATOM 


1318 


0D1 


ASP A 


90140. 606 


-5. 667 




ATOM 


1319 


0D2 ASP A 


90138. 859 


-6. 086 


20 


ATOM 


1320 


H 


ASP A 


90138. 680 


-1. 602 




ATOM 


1321 


HA 


ASP A 


90137. 671 


-4. 262 




ATOM 


1322 


1HB 


ASP A 


90140. 082 


-3. 384 




ATOM 


1323 


2HB 


ASP A 


90139. 484 


-3. 357 




ATOM 


1324 


N 


SER A 


91136. 160 


-4. 600 


25 


ATOM 


1325 


CA 


SER A 


91135. 168 


-4. 753 




ATOM 


1326 


C 


SER A 


91135. 540 


-5. 899 




ATOM 


1327 


0 


SER A 


91134. 669 


-6. 551 




ATOM 


1328 


CB 


SER A 


91133. 784 


-5. 001 




ATOM 


1329 


OG 


SER A 


91132. 762 


-4. 490 




PCT/JP2003/010288 



1. 627 1. 00 0. 00 0 

1.331 1.00 0.00 C 

0. 064 1. 00 0. 00 C 
1.013 1.00 0. 00 C 

1. 634 1. 00 0. 00 H 

2. 172 1. 00 0. 00 H 
1.490 1.00 0. 00 H 
0. 154 1. 00 0. 00 H 
■0. 159 1. 00 0. 00 H 
-1. 687 1. 00 0. 00 H 
-1. 548 1. 00 0. 00 H 

2. 574 1. 00 0. 00 N 

3. 249 1. 00 0. 00 C 

4. 406 1. 00 0. 00 C 

5. 226 1. 00 0. 00 0 
3.763 1.00 0. 00 C 
3.883 1.00 0. 00 C 
4. 563 1. 00 0. 00 0 

3. 298 1. 00 0. 00 0 
2. 684 1. 00 0. 00 H 
2. 530 1. 00 0. 00 H 
3.081 1.00 0. 00 H 

4. 737 1. 00 0. 00 H 

4. 465 1. 00 0. 00 N 

5. 523 1. 00 0. 00 C 
6.458 1.00 0.00 C 
7.033 1. 00 0. 00 0 

4. 920 1. 00 0. 00 C 

5. 758 1. 00 0. 00 0 
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UA 
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UP 

nix 
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SER A 




A TOM 

AIUM 


1 0 0 c 

loob 


M 

Jn 


a nr> a 

ARG A 




A TOW 

AIUM 


1 0 0 c 

loob 


IA 


ARG A 




A THAI 
A1UM 


10 0 7 

looY 




inn * 

ARG A 




A1UM 


10 0 0 
1000 


0 


jinn a 

ARG A 


1U 


A Tf\M 
AIUM 


1 0 0 A 

loo9 


CB 


ARG A 




AIUM 


1 0 A f\ 

lo40 


CG 


ARG A 




A TOM 

A1UM 


10/11 

1341 


CD 


Ann a 

ARG A 




A1UM 


10/10 

1342 


XT in 

NE 


Ann a 

ARG A 




A1UM 


10/10 

1343 


cz 


Ann a 

ARG A 


lb 


AIUM 


1 O A A 

1344 


VTTT 1 

NHl 


Ann a 

ARG A 




A Tf\Af 

AIUM 


1 O A C 
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Ann a 

ARG A 




AIUM 


1 O A C* 
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TT 
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Ann a 
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AIUM 


i 9/|7 
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TT A 

HA 
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A THAI 
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1 0 AO 

1348 


1 TTT> 
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A Tf\\K 

AIUM 
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A TOM 
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1 OCA 

looO 


1HG 


Ann * 

ARG A 




AIUM 


1 0 C 1 

loo 1 


2HG 


Ann * 

ARG A 




ATOM 
AIUM 


1 0 C 0 

lobZ 


1 II T\ 

1HD 


Ann a 

ARG A 




ATOM 
AIUM 


1 0 C 0 

lobo 


ntm 

InD 


Ann a 

ARG A 




ATOM 
AIUM 


1 0 C A 

lob4 


HE 


ARG A 




ATOM 


1355 


IHH1 


ARG A 




ATOM 


1356 


2HH1 


ARG A 




ATOM 


1357 


1HH2 ARG A 




ATOM 


1358 2HH2 ARG A 



767 

91136.242 -5.298 
91135.144 -3.834 
91133.720 -4.513 
91133.634 -6.063 
91132.352 -5.213 
92136.839 -6.140 
92137.327 -7.208 
92136.932 -6.957 
92136.465 -7.862 
92138.848 -7.331 
92139.304 -8.143 
92140.560 -8.939 

92140. 258 -10. 191 

92141. 185 -10. 991 

92142. 471 -10. 675 

92140. 824 -12. 112 
92137.486 -5.586 
92136. 874 -8. 132 
92139.272 -6.341 
92139. 226 -7. 805 
92138.517 -8.827 
92139.508 -7.469 
92141.067 -9.163 

92141. 205 -8. 340 
92139. 316 -10. 448 
92142.750 -9.832 

92143. 162 -11. 281 
92139. 856 -12. 355 
92141. 520 -12. 714 




PCT/JP2003/010288 



3. 783 1. 00 0. 00 H 

6. 090 1. 00 0. 00 H 

3. 958 1. 00 0. 00 H 

4. 796 1. 00 0. 00 H 
6. 239 1. 00 0. 00 H 

6. 603 1. 00 0. 00 N 

7. 467 1. 00 0. 00 C 

8. 918 1. 00 0. 00 C 

9. 610 1. 00 0. 00 0 
7. 353 1. 00 0. 00 C 
6. 151 1. 00 0. 00 C 

6. 463 1. 00 0. 00 C 

7. 152 1. 00 0. 00 N 
7. 674 1. 00 0. 00 C 

7. 587 1. 00 0. 00 N 

8. 285 1. 00 0. 00 N 

6. 117 1. 00 0. 00 H 

7. 138 1. 00 0. 00 H 

7. 273 1. 00 0. 00 H 

8. 246 1. 00 0. 00 H 

5. 871 1. 00 0. 00 H 
5. 331 1. 00 0. 00 H 
5. 536 1. 00 0. 00 H 
7. 089 1. 00 0. 00 H 
7. 230 1. 00 0. 00 H 
7. 128 1. 00 0. 00 H 

7. 981 1. 00 0. 00 H 

8. 354 1. 00 0. 00 H 
8. 678 1. 00 0. 00 H 
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768 




ATOM 


1359 


N 


PHE A 


93137. 123 


-5. 724 




ATOM 


1360 


CA 


PHE A 


93136. 787 


-5. 354 




ATOM 


1361 


C 


PHE A 


93135. 505 


-4. 527 




ATOM 


1362 


0 


PHE A 


93135. 283 


-3. 763 


5 


ATOM 


1363 


CB 


PHE A 


93137. 936 


-4. 569 




ATOM 


1364 


CG 


PHE A 


93139. 158 


-5. 402 




ATOM 


1365 


CD1 


PHE A 


93139. 645 


-5. 547 




ATOM 


1366 


CD2 PHE A 


93139. 819 


-6. 038 




ATOM 


1367 


CE1 PHE A 


93140. 769 


-6. 312 


10 


ATOM 


1368 


CE2 PHE A 


93140. 943 


-6. 805 




ATOM 


1369 


CZ 


PHE A 


93141.418 


-6. 941 




ATOM 


1370 


H 


PHE A 


93137. 499 


-5. 046 




ATOM 


1371 


HA 


PHE A 


93136. 634 


-6. 265 




ATOM 


1372 


1HB 


PHE A 


93138. 221 


-3. 765 


15 


ATOM 


1373 


2HB 


PHE A 


93137. 604 


-4. 154 




ATOM 


1374 


HD1 


PHE A 


93139. 138 


-5. 056 




ATOM 


1375 


HD2 


PHE A 


93139. 448 


-5. 932 




ATOM 


1376 


HE1 


PHE A 


93141. 139 


-6. 417 




ATOM 


1377 


HE 2 PHE A 


93141.449 


-7. 297 


20 


ATOM 


1378 


HZ 


PHE A 


93142. 297 


-7. 539 




ATOM 


1379 


N 


ALA A 


94134. 664 


-4. 683 




ATOM 


1380 


CA 


ALA A 


94133. 406 


-3. 949 




ATOM 


1381 


C 


ALA A 


94132. 231 


-4. 835 




ATOM 


1382 


0 


ALA A 


94132. Oil 


-5. 894 


25 


ATOM 


1383 


CB 


ALA A 


94133. 200 


-3. 391 




ATOM 


1384 


H 


ALA A 


94134. 893 


-5. 307 




ATOM 


1385 


HA 


ALA A 


94133. 468 


-3. 118 




ATOM 


1386 


1HB 


ALA A 


94133. 860 


-3. 896 




ATOM 


1387 2HB 


ALA A 


94133. 420 


-2. 333 



PCT/JP2003/010288 

9.374 1.00 0. 00 N 

10. 744 1. 00 0. 00 C 

10. 791 1.00 0.00 C 

11. 731 1. 00 0. 00 0 
11. 379 1. 00 0. 00 C 

11. 646 1. 00 0. 00 C 

12. 934 1. 00 0. 00 C 
10. 607 1. 00 0. 00 C 

13. 183 1. 00 0. 00 C 
10. 849 1. 00 0. 00 C 
12. 139 1. 00 0. 00 C 

8. 774 1. 00 0. 00 H 
11.304 1.00 0. 00 H 
10. 717 1. 00 0. 00 H 

12. 319 1. 00 0. 00 H 

13. 751 1. 00 0. 00 H 

9. 599 1. 00 0. 00 H 

14. 193 1. 00 0. 00 H 
10. 032 1. 00 0. 00 H 
12. 332 1. 00 0. 00 H 

9. 773 1. 00 0. 00 N 

9. 703 1. 00 0. 00 C 

10. 103 1. 00 0. 00 C 

9. 515 1. 00 0. 00 0 

8. 302 1. 00 0. 00 C 

9. 052 1. 00 0. 00 H 
10. 391 1. 00 0. 00 H 

7.613 1.00 0. 00 H 

8.301 1.00 0. 00 H 
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ATOM 


1388 


3HB 


ALA A 


94132. 175 


-3. 545 


7. 999 


1. 00 


0. 00 H 




ATOM 


1389 


N 


SER A 


95131. 480 


-4. 395 


11. 106 


1. 00 


0. 00 N 




ATOM 


1390 


CA 


SER A 


95130. 327 


-5. 148 


11. 585 


1. 00 


0. 00 C 




ATOM 


1391 


C 


SER A 


95129. 146 


-4. 997 


10. 631 


1. 00 


0.00 C 


5 


ATOM 


1392 


0 


SER A 


95129. 018 


-3. 986 


9. 941 


1. 00 


0. 00 0 




ATOM 


1393 


CB 


SER A 


95129. 930 


-4. 679 


12. 986 


1. 00 


0. 00 C 




ATOM 


1394 


OG 


SER A 


95130. 871 


-5. 109 


13. 953 


1. 00 


0. 00 0 




ATOM 


1395 


H 


SER A 


95131. 706 


-3. 544 


11. 536 


1. 00 


0.00 H 




ATOM 


1396 


HA 


SER A 


95130. 607 


-6. 191 


11. 629 


1. 00 


0.00 H 


10 


ATOM 


1397 


1HB 


SER A 


95129. 883 


-3. 600 


13. 002 


1. 00 


0. 00 H 




ATOM 


1398 


2HB 


SER A 


95128.961 


-5. 085 


13. 238 


1. 00 


0.00 H 




ATOM 


1399 


HG 


SER A 


95131. 760 


-4. 956 


13. 626 


1. 00 


0.00 H 




ATOM 


1400 


N 


LEU A 


96128. 285 


-6. 009 


10. 599 


1. 00 


0. 00 N 




ATOM 


1401 


CA 


LEU A 


96127. 113 


-5. 988 


9. 731 


1. 00 


0. 00 c 


15 


ATOM 


1402 


C 


LEU A 


96125. 874 


-5. 541 


10. 499 


1. 00 


0. 00 c 




ATOM 


1403 


0 


LEU A 


96124. 778 


-6. 061 


10. 288 


1. 00 


0.00 0 




ATOM 


1404 


CB 


LEU A 


96126. 879 


-7. 371 


9. 121 


1. 00 


0. 00 c 




ATOM 


1405 


CG 


LEU A 


96126. 293 


-7. 366 


7. 708 


1. 00 


0.00 c 




ATOM 


1406 


CD1 


LEU A 


96126. 771 


-8. 580 


6. 928 


1. 00 


0.00 c 


20 


ATOM 


1407 


CD 2 


LEU A 


96124. 773 


-7. 329 


7. 763 


1. 00 


0.00 c 




ATOM 


1408 


H 


LEU A 


96128. 439 


-6. 788 


11. 173 


1. 00 


0. 00 H 




ATOM 


1409 


HA 


LEU A 


96127. 303 


-5. 282 


8. 936 


1. 00 


0.00 H 




ATOM 


1410 


1HB 


LEU A 


96127. 825 


-7. 895 


9.095 


1. 00 


0.00 H 




ATOM 


1411 


2HB 


LEU A 


96126. 203 


-7. 915 


9. 764 


1. 00 


0.00 H 


25 


ATOM 


1412 


HG 


LEU A 


96126. 632 


-6. 481 


7. 189 


1. 00 


0. 00 H 




ATOM 


1413 


1HD1 


LEU A 


96126. 084 


-9. 400 


7. 081 


1. 00 


0. 00 H 




ATOM 


1414 


2HD1 


LEU A 


96127. 754 


-8. 865 


7. 272 


1. 00 


0.00 H 




ATOM 


1415 


3HD1 


LEU A 


96126. 814 


-8. 338 


5. 876 


1. 00 


0.00 H 




ATOM 


1416 


1HD2 LEU A 


96124. 443 


-6. 314 


7. 924 


1. 00 


0. 00 H 
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ATOM 


1417 


2HD2 LEU A 


96124. 427 


-7. 954 


8. 575 


1. 00 


0. 00 H 




ATOM 


1418 


3HD2 LEU A 


96124. 371 


-7. 695 


6. 831 


1. 00 


0. 00 H 




ATOM 


1419 


M 
IN 


PT NT A 

GLN A 


97126. 055 


-4. 571 


11. 390 


1. 00 


0. 00 N 




ATOM 


1420 


P A 

LA 


PT 1VT A 

GLN A 


97124. 950 


-4. 053 


12. 189 


1. 00 


0.00 C 


5 


ATOM 


1421 


I 


PT XT A 

IjLN A 


97125. 030 


-2. 532 


12. 306 


1. 00 


0. 00 C 




ATOM 


1422 


0 


GLN a 


97125. 704 


-2. 005 


13. 192 


1. 00 


0. 00 0 




ATOM 


1423 


PTJ 

CB 


PT XT A 

GLN A 


97124. 963 


-4. 683 


13. 583 


1. 00 


0. 00 C 




ATOM 


1424 


CG 


PT XT A 

GLN A 


97124. 766 


-6. 190 


13. 571 


1. 00 


0.00 C 




ATOM 


1425 


CD 


PT XT A 

GLN A 


97125. 082 


-6. 830 


14. 909 


1. 00 


0. 00 c 


10 


ATOM 


1426 


0E1 


GLN A 


97124. 623 


-6. 370 


15. 954 


1. 00 


0. 00 0 




ATOM 


1427 


NE2 


GLN A 


97125. 870 


-7. 898 


14. 882 


1. 00 


0. 00 N 




ATOM 


1428 


TT 

H 


f~\ X XT A 

GLN A 


97126. 952 


-4. 196 


11. 513 


1. 00 


0. 00 H 




ATOM 


1429 


TT A 

HA 


GLN A 


97124. 029 


-4. 318 


11. 695 


1. 00 


0. 00 H 




ATOM 


1430 


1HB 


GLN A 


97125. 913 


-4. 470 


14. 054 


1. 00 


0. 00 H 


15 


ATOM 


1431 


O TTT4 

2HB 


/IT XT A 

GLN A 


97124. 173 


-4. 242 


14. 172 


1. 00 


0. 00 H 




ATOM 


1432 


1HG 


f\ T XT A 

GLN A 


97123. 736 


-6. 403 


13. 322 


1. 00 


0. 00 H 




ATOM 


1433 


2HG 


/""IT XT A 

GLN A 


97125.414 


-6. 620 


12. 821 


1. 00 


0. 00 H 




ATOM 


1434 


1HE2 


/-t T XT A 

GLN A 


97126. 200 


-8. 209 


14. 013 


1. 00 


0. 00 H 




ATOM 


1435 


2HE2 


/it XT A 

GLN A 


97126. 091 


-8. 332 


15. 732 


1. 00 


0. 00 H 


20 


ATOM 


1436 


XT 

N 


PRO A 


98124. 340 


-1. 804 


11. 411 


1. 00 


0. 00 N 




ATOM 


1437 


p a 

CA 


TlTI t\ A 

PRO A 


98124. 338 


-0. 339 


11. 421 


1. 00 


0. 00 c 




ATOM 


1438 


p 


T»Ti f\ A 

PRO A 


98123. 503 


0. 233 


12. 562 


1. 00 


0.00 c 




ATOM 


.1439 


U 


PRO A 


98122. 523 


-0. 378 


12. 993 


1. 00 


0. 00 0 




ATOM 


1440 


CB 


PRO A 


98123. 717 


0. 020 


10. 071 


1. 00 


0.00 c 


25 


ATOM 


1441 


CG 


PRO A 


98122. 837 


-1. 136 


9. 742 


1. 00 


0. 00 c 




ATOM 


1442 


CD 


PRO A 


98123. 510 


-2. 352 


10. 321 


1. 00 


0.00 c 




ATOM 


1443 


HA 


PRO A 


98125. 341 


0. 058 


11.477 


1. 00 


0.00 H 




ATOM 


1444 


1HB 


PRO A 


98123. 151 


0. 936 


10. 164 


1. 00 


0. 00 H 




ATOM 


1445 


2HB 


PRO A 


98124. 495 


0. 145 


9. 334 


1. 00 


0. 00 H 
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\5 771 

1446 1HG PRO A 98121.864 -0.996 10.192 1.00 0. 00 H 

1447 2HG PROA 98122.744 -1.234 8.671 1.00 0. 00 H 

1448 1HD PROA 98122.773 -3.041 10.708 1.00 0. 00 H 

1449 2HD PROA 98124.123 -2.834 9.576 1.00 0. 00 H 

1450 N SERA 99123.896 1.405 13.048 1.00 0. 00 N 

1451 CA SERA 99123.183 2.058 14.139 1.00 0. 00 C 

1452 C SER A 99121. 936 2. 769 13. 625 1. 00 0. 00 C 

1453 0 SERA 99121.949 3.978 13.392 1.00 0.00 0 

1454 CB SERA 99124.099 3.058 14.847 1.00 0. 00 C 

1455 OG SERA 99123.376 3.838 15.784 1.00 0.00 0 

1456 H SERA 99124.685 1.842 12.662 1.00 0. 00 H 

1457 HA SERA 99122.885 1.297 14.843 1.00 0. 00 H 

1458 1HB SERA 99124.878 2.522 15.369 1.00 0. 00 H 

1459 2HB SERA 99124.543 3.717 14.115 1.00 0. 00 H 

1460 HG SERA 99123.687 4.746 15.754 1.00 0. 00 H 

1461 N GLY A 100120. 858 2.011 13.452 1.00 0. 00 N 

1462 CA GLY A 100119. 617 2.585 12.966 1.00 0. 00 C 

1463 C GLY A 100118. 641 2.890 14.088 1.00 0. 00 C 

1464 0 GLY A 100118. 712 2.283 15.156 1.00 0.00 0 

1465 H GLY A 100120. 906 1.053 13.654 1.00 0. 00 H 

1466 1HA GLY A 100119. 839 3.500 12.438 1.00 0. 00 H 

1467 2HA GLY A 100119. 154 1.890 12.281 1.00 0. 00 H 

1468 N PRO A 101117. 710 3.837 13.874 1.00 0. 00 N 

1469 CA PRO A 101116. 718 4. 211 14.886 1.00 0. 00 C 

1470 C PRO A 101115. 686 3.114 15.120 1.00 0. 00 C 

1471 0 PRO A 101115. 170 2.959 16.227 1.00 0.00 0 

1472 CB PRO A 101116. 052 5.453 14.289 1.00 0. 00 C 

1473 CG PRO A 101116. 233 5.309 12.818 1.00 0. 00 C 

1474 CD. PRO A 101117. 552 4.612 12.629 1.00 0. 00 C 
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ATOM 
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HA 
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1HB 
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2HB 
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1HG 
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1479 


2HG 




ATOM 


1480 


1HD 
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1481 


2HD 




ATOM 


1482 


N 




ATOM 


1483 


CA 


10 


ATOM 


1484 


C 




ATOM 


1485 


0 




ATOM 


1486 


CB 




ATOM 


1487 


OG 




ATOM 


1488 


H 


15 


ATOM 


1489 


HA 




ATOM 


1490 


1HB 




ATOM 


1491 


2HB 




ATOM 


1492 


HG 




ATOM 


1493 


N 


20 


ATOM 


1494 


CA 




ATOM 


1495 


C 




ATOM 


1496 


0 




ATOM 


1497 


CB 




ATOM 


1498 


OG 


25 


ATOM 


1499 


H 




ATOM 


1500 


HA 




ATOM 


1501 


1HB 




ATOM 


1502 


2HB 




ATOM 


1503 


HG 



772 

PRO A 101117. 188 4.468 

PRO A 101115.006 5.468 

PRO A 101116.539 6.341 

PRO A 101115. 431 4. 713 

PRO A 101116. 254 6. 283 

PRO A 101117. 515 3. 959 

PRO A 101118. 349 5. 334 

SER A 102115. 391 2. 353 

SER A 102114. 422 1. 268 

SER A 102115. 026 -0. 046 

SER A 102115. 981 -0. 051 

SER A 102113. 174 1. 602 

SER A 102113. 518 1. 991 

SER A 102115. 837 2. 524 

SER A 102114. 140 1. 160 

SER A 102112. 535 0. 731 

SER A 102112. 640 2.412 

SER A 102114. 158 1. 372 

SER A 103114. 464 -1. 158 

SER A 103114. 948 -2. 477 

SER A 103113. 793 -3. 377 

SER A 103113. 006 -3. 830 

SER A 103115. 712 -3. 123 

SER A 103116. 827 -3. 859 

SER A 103113. 705 -1. 088 

SER A 103115. 619 -2. 352 

SER A 103116. 064 -2. 352 

SER A 103115. 053 -3. 791 

SER A 103117. 625 -3. 339 
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15. 824 1. 00 0. 00 H 

14. 559 1. 00 0. 00 H 

14. 661 1. 00 0. 00 H 

12. 405 1. 00 0. 00 H 

12. 353 1. 00 0. 00 H 
11.769 1.00 0. 00 H 
12.521 1.00 0. 00 H 
14. 071 1. 00 0. 00 N 

14. 162 1. 00 0. 00 C 

13. 678 1. 00 0. 00 C 

12. 900 1. 00 0. 00 0 

13. 342 1. 00 0. 00 C 

12. 024 1. 00 0. 00 0 

13. 215 1. 00 0. 00 H 

15. 200 1. 00 0. 00 H 
13.291 1.00 0. 00 H 
13.817 1.00 0. 00 H 
11.664 1.00 0. 00 H 

14. 141 1. 00 0. 00 N 
13. 755 1. 00 0. 00 C 

13. 328 1. 00 0. 00 C 

14. 160 1. 00 0. 00 0 
14. 912 1. 00 0. 00 C 
14. 441 1. 00 0. 00 0 

14. 757 1. 00 0. 00 H 
12.918 1.00 0. 00 H 
15.583 1.00 0. 00 H 

15. 447 1. 00 0. 00 H 
14. 550 1. 00 0. 00 H 
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ATOM 1504 N GLY A 104113. 698 -3.632 12.027 1.00 0. 00 N 

ATOM 1505 CA GLY A 104112. 636 -4.477 11.513 1.00 0. 00 C 

ATOM 1506 C GLY A 104113. 033 -5.939 11.455 1.00 0. 00 C 

ATOM 1507 0 GLY A 104114. 116 -6.238 10.910 1.00 0.00 0 

5 ATOM 1508 OXT GLY A 104112. 263 -6.784 11.956 1.00 0.00 0 

ATOM 1509 H GLY A 104114. 353 -3.244 11.412 1.00 0. 00 H 

ATOM 1510 1HA GLY A 104111. 770 -4.376 12.151 1.00 0. 00 H 

ATOM 1511 2HA GLY A 104112. 377 -4.146 10.518 1.00 0. 00 H 
TER 1512 GLY A 104 

10 ENDMDL 





mi 5 


ATOM l 


XT 

N 


GLY A 


ATOM 2 


CA 


GLY A 


ATOM 3 


C 


GLY A 


ATOM 4 


0 


GLY A 


ATOM 5 


lH 


GLY A 


ATOM 6 


2H 


GLY A 


ATOM 7 


3H 


GLY A 


ATOM 8 


1HA 


GLY A 


ATOM 9 


2HA 


GLY A 


ATOMIO 


N 


SER A 


ATOMll 


CA 


SER A 


ATOM12 


C 


SER A 


ATOM13 


0 


SER A 


AT0M14 


CB 


SER A 


ATOM15 


OG 


SER A 


ATOM16 


H 


SER A 


AT0M17 


HA 


SER A 



1120.679 30.983 

1121.946 31.445 

1122.753 30.303 

1122.711 30.059 

1120.030 30.619 

1120.217 31.771 

1120. 875 30.224 

1121.710 32.145 

1122.543 31.947 

2123.490 29.602 

2124.311 28.479 

2124.545 27.497 

2125.589 27.525 

2125.652 28.981 

2126.417 27.915 

2123.482 29.846 

2123.781 27.972 



-5. 770 1. 00 0. 00 N 

-6. 400 1. 00 0. 00 C 

-6. 986 1. 00 0. 00 C 

-8. 191 1. 00 0. 00 0 

-6. 498 1. 00 0. 00 H 

-5. 273 1. 00 0. 00 H 

-5. 086 1. 00 0. 00 H 

-7. 187 1. 00 0. 00 H 

-5. 653 1. 00 0. 00 H 

-6. 130 1. 00 0. 00 N 

-6.568 1.00 0.00 C 

-5.426 1.00 0.00 C 

-4. 775 1. 00 0. 00 0 

-7. 110 1. 00 0. 00 C 

-7. 643 1. 00 0. 00 0 

-5. 180 1. 00 0. 00 H 

-7. 360 1. 00 0. 00 H 
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ATOM 18 1HB SERA 2125.473 29.706 -7.890 1.00 0. 00 H 

ATOM 19 2HB SERA 2126.209 29.443 -6.309 1.00 0. 00 H 

AT0M20 HG SERA 2127.121 28.270 -8.192 1.00 0. 00 H 

AT0M21 N SERA 3123.568 26.629 -5.188 1.00 0. 00 N 

5 AT0M22 CA SERA 3123.668 25.638 -4.124 1.00 0. 00 C 

AT0M23 C SERA 3122.933 24.356 -4.503 1.00 0. 00 C 

AT0M24 0 SERA 3121.819 24.107 -4.040 1.00 0.00 0 

AT0M25 CB SERA 3123.099 26.199 -2.820 1.00 0. 00 C 

AT0M26 OG SER A 3123. 804 25. 698 -1. 698 1. 00 0. 00 0 

10 AT0M27 H SER A 3122. 760 26. 656 -5. 742 1. 00 0. 00 H 

AT0M28 HA SERA 3124.714 25.409 -3.981 1.00 0. 00 H 

AT0M29 1HB SERA 3123.181 27.276 -2.828 1.00 0. 00 H 

AT0M30 2HB SERA 3122.060 25.918 -2.732. 1.00 0. 00 H 

AT0M31 HG SERA 3123.329 25.922 -0.893 1.00 0. 00 H 

15 AT0M32 N GLY A 4123.562 23.546 -5.348 1.00 0. 00 N 

AT0M33 CA GLY A 4122. 953 22. 300 -5. 776 1. 00 0. 00 C 

AT0M34 C GLY A 4123. 909 21. 127 -5. 686 1. 00 0. 00 C 

AT0M35 0 GLY A 4125.081 21.243 -6.045 1.00 0.00 0 

AT0M36 H GLY A 4124.448 23.797 -5.684 1.00 0. 00 H 

20 AT0M37 1HA GLY A 4122.095 22.100 -5.152 1.00 0. 00 H 

AT0M38 2HA GLY A 4122. 625 22. 406 -6. 799 1. 00 0. 00 H 

AT0M39 N SERA 5123.408 19.994 -5.206 1.00 0. 00 N 

AT0M40 CA SERA 5124.225 18.794 -5.070 1.00 0. 00 C 

AT0M41 C SERA 5123.495 17.574 -5.622 1.00 0. 00 C 

25 AT0M42 0 SERA 5122.346 17.311 -5.267 1.00 0.00 0 

AT0M43 CB SERA 5124.590 18.563 -3.603 1. 00 0. 00 C 

AT0M44 OG SER A 5125. 250 19. 693 -3. 058 1. 00 0. 00 0 

AT0M45 H SERA 5122.466 19.964 -4.937 1.00 0. 00 H 

AT0M46 HA SERA 5125.131 18.943 -5.637 1.00 0. 00 H 
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5123.690 18.380 -3.034 1.00 0. 00 H 

5125.244 17.708 -3.527 1.00 0. 00 H 

5124.629 20.205 -2.535 1.00 0.00 H 

6124. 170 16.830 -6.493 1.00 0.00 N 

6123.587 15.637 -7.094 1.00 0. 00 C 

6123.342 14.561 -6.042 1.00 0. 00 C 

6122. 320 13. 877 -6.064 1. 00 0.00 0 

6124.502 15.094 -8.194 1.00 0. 00 C 

6124.009 13.870 -8.709 1.00 0.00 0 

6125.083 17.091 -6.737 1.00 0. 00 H 
6122.640 15.917 -7.532 1.00 0.00 H 
6124. 560 15. 813 -8. 998 1. 00 0. 00 H 
6125.489 14. 929 -7. 787 1. 00 0. 00 H 
6124.036 13.200 -8.024 1.00 0. 00 H 
7124. 290 14. 415 -5. 121 1. 00 0. 00 N 
7124. 159 13. 420 -4. 073 1. 00 0. 00 C 
7124.966 12. 168 -4.358 1.00 0.00 C 
7124.410 11. 130 -4.715 1. 00 0.00 0 

7125.084 14.989 -5.153 1.00 0. 00 H 
7124.496 13.848 -3.141 1.00 0. 00 H 
7123.118 13.149 -3.978 1.00 0. 00 H 

8126. 282 12. 267 -4. 199 1. 00 0. 00 N 

8127. 168 11. 136 -4.441 1.00 0.00 C 
8127.444 10.371 -3.149 1.00 0. 00 C 
8127. 690 9. 166 -3. 171 1. 00 0. 00 0 
8128.485 11. 614 -5.055 1.00 0.00 C 
8128.357 12.279 -6.427 1.00 0. 00 C 
8129. 663 12. 949 -6. 820 1. 00 0. 00 C 
8127.944 11.256 -7.475 1.00 0.00 C 





AT0M47 


1HB 


SER A 




AT0M48 


2HB 


SER A 




AT0M49 


HG 


SER A 




AT0M50 


N 


SER A 


5 


AT0M51 


CA 


SER A 




AT0M52 


C 


SER A 




AT0M53 


0 


SER A 




• AT0M54 


CB 


SER A 




AT0M55 


OG 


SER A 


10 


ATOM56 


H 


SER A 




ATOM57 


HA 


SER A 




AT0M58 


1HB 


SER A 




AT0M59 


2HB 


SER A 




AT0M60 


HG 


SER A 


15 


AT0M61 


N 


GLY A 




AT0M62 


CA 


GLY A 




AT0M63 


C 


GLY A 




AT0M64 


0 


GLY A 




AT0M65 


H 


GLY A 


20 


AT0M66 


1HA 


GLY A 




AT0M67 


2HA 


GLY A 




AT0M68 


N 


LEU A 




AT0M69 


CA 


LEU A 




AT0M70 


C 


LEU A 


25 


AT0M71 


0 


LEU A 




AT0M72 


CB 


LEU A 




AT0M73 


CG 


LEU A 




AT0M74 


CD1 


LEU A 




AT0M75 


CD2 


LEU A 
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w 




776 






ATOM76 


H 


LEU A 


8126. 666 


13. 122 


-3. 912 




ATOM77 


HA 


LEU A 


8126. 677 


10. 473 


-5. 139 




ATOM78 


IHB 


LEU A 


8128. 937 


12. 324 


-4. 375 




AT0M79 


2HB 


LEU A 


8129. 144 


10. 765 


-5. 151 


5 


ATOM80 


HG 


LEU A 


8127. 592 


13. 039 


-6. 381 




AT0M81 


1HD1 


LEU A 


8130. 493 


12.379 


-6. 430 




ATOM82 


2HD1 LEU A 


8129. 691 


13.950 


-6. 412 




ATOM83 


3HD1 


LEU A 


8129. 734 


12. 997 


-7. 896 




AT0M84 


1HD2 LEU A 


8128. 293 


11. 574 


-8. 446 


10 


ATOM85 


2HD2 LEU A 


8126. 867 


11. 171 


-7. 490 




ATOM86 


3HD2 LEU A 


8128. 377 


10. 297 


-7. 233 




ATOM87 


N 


ALA A 


9127. 401 


11.081 


-2. 026 




AT0M88 


CA 


ALA A 


9127. 645 


10. 468 


-0. 726 




AT0M89 


C 


ALA A 


9129.062 


9.911 


-0. 640 


15 


ATOM90 


0 


ALA A 


9129. 282 


8. 825 


-0. 104 




AT0M91 


CB 


ALA A 


9126. 626 


9.371 


-0. 457 




ATOM92 


H 


ALA A 


9127. 199 


12.039 


-2. 073 




ATOM93 


HA 


ALA A 


9127. 524 


11. 231 


0. 030 




AT0M94 


IHB 


ALA A 


9126. 702 


9.053 


0. 573 


20 


ATOM95 


2HB 


ALA A 


9126. 821 


8. 532 


-1. 108 




AT0M96 


3HB 


ALA A 


9125. 632 


9. 749 


-0. 645 




ATOM97 


N 


MET A 


10130. 020 


10. 663 


-1. 171 




ATOM98 


CA 


MET A 


10131.417 


10. 244 


-1. 155 




ATOM99 


C 


MET A 


10132. 321 


11.385 


-0. 688 


25 


ATOM 


100 


0 MET A 10133. 052 11.975 -1. 




ATOM 


101 


CB MET A 10131. 845 9. 


772 -2. 




ATOM 


102 


CG MET A 10130. 834 8. 856 -3. 




ATOM 


103 


SD MET A 10131.476 8.092 -4. 




ATOM 


104 


CE MET A 10131.040 9. 


327 -5. 
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1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 N 

1. 00 0. 00 C 

1.00 0.00 c 

1. 00 0. 00 0 

1. 00 0. 00 c 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 N 

1. 00 0. 00 C 

1.00 0.00 c 

484 1. 00 0. 00 0 

545 1. 00 0. 00 C 

215 1. 00 0. 00 C 

717 1. 00 0. 00 S 

937 1. 00 0. 00 C 
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ATOM 105 H MET A 10129.783 11.519 -1.583 1.00 0. 00 H 

ATOM 106 HA MET A 10131.508 9.422 -0. 461 1.00 0. 00 H 

ATOM 107 1HB MET A 10131.990 10.636 -3.178 1.00 0. 00 H 

ATOM 108 2HB MET A 10132.781 9.240 -2.460 1.00 0. 00 H 

5 ATOM 109 1HG MET A 10130.562 8.074 -2.520 1.00 0. 00 H 

ATOM 110 2HG MET A 10129.957 9.433 -3.468 1.00 0. 00 H 

ATOM 111 1HE MET A 10131.068 10.308 -5.484 1.00 0. 00 H 

ATOM 112 2HE MET A 10130.045 .9.131 -6.310 1.00 0. 00 H 

ATOM 113 3HE MET A 10131.744 9.290 -6.755 1.00 0. 00 H 

10 ATOM 114 N PROA 11132.281 11.710 0.616 1.00 0. 00 N 

ATOM 115 CA PRO A 11133.100 12.784 1.185 1.00 0. 00 C 

ATOM 116 C PROA 11134.595 12.556 0.964 1.00 0. 00 C 

ATOM 117 0 PROA 11135.309 13.464 0.541 1.00 0.00 0 

ATOM 118 CB PROA 11132.769 12.754 2.681 1.00 0. 00 C 

15 ATOM 119 CG PROA 11131.476 12.019 2.785 1.00 0. 00 C 

ATOM 120 CD PROA 11131.439 11.057 1. 632 1.00 0. 00 C 

ATOM 121 HA PROA 11132.825 13.745 0.774 1.00 0. 00 H 

ATOM 122 1HB PROA 11133.557 12.246 3.216 1.00 0. 00 H 

ATOM 123 2HB PROA 11132.675 13.766 3.049 1.00 0. 00 H 

20 ATOM 124 1HG PRO A 11131. 439 11.479 3.719 1.00 0. 00 H 

ATOM 125 2HG PROA 11130.653 12.714 2.720 1.00 0. 00 H 

ATOM 126 1HD PROA 11131.852 10.102 1.921 1.00 0. 00 H 

ATOM 127 2HD PROA 11130.427 10.938 1.273 1.00 0. 00 H 

ATOM 128 N PROA 12135.093 11.335 1.242 1.00 0. 00 N 

25 ATOM 129 CA PROA 12136.511 11.009 1.060 1.00 0. 00 C 

ATOM 130 C PROA 12136.986 11.295 -0.360 1.00 0. 00 C 

ATOM 131 0 PROA 12138.180 11.481 -0.600 1. 00 0. 00 0 

ATOM 132 CB PRO A 12136. 579 9. 506 1. 352 1. 00 0. 00 C 

ATOM 133 CG PROA 12135.386 9.226 2.199 1.00 0. 00 C 
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ATOM 134 CD PROA 12134.322 10.182 1.744 1.00 0. 00 C 

ATOM 135 HA PROA 12137.133 11.544 1.762 1.00 0. 00 H 

ATOM 136 1HB PROA 12136.543 8.956 0.423 1.00 0. 00 H 

ATOM 137 2HB PROA 12137.495 9.281 1.875 1.00 0. 00 H 

5 ATOM 138 1HG PRO A 12135. 063 8. 206 2. 050 1. 00 0. 00 H 

ATOM 139 2HG PRO A 12135.625 9.397 3.237 1.00 0. 00 H 

ATOM 140 1HD PROA 12133.730 9.741 0.954 1.00 0. 00 H 

ATOM 141 2HD PROA 12133.694 10.468 2.572 1.00 0. 00 H 

ATOM 142 N GLY A 13136.044 11.330 -1.297 1.00 0. 00 N 

10 ATOM 143 CA GLY A 13136.385 11.595 -2.682 1.00 0. 00 C 

ATOM 144 C GLY A 13136.856 10.353 -3.413 1.00 0. 00 C 

ATOM 145 0 GLY A 13137.632 10.440 -4.365 1.00 0.00 0 

ATOM 146 H GLY A 13135.109 11.175 -1.047 1.00 0. 00 H 

ATOM 147 1HA GLY A 13135.516 11.988 -3.187 1.00 0. 00 H 

15 ATOM 148 2HA GLY A 13137.171 12.335 -2.713 1.00 0. 00 H 

ATOM 149 N ASN A 14136. 386 9. 192 -2. 966 1. 00 0. 00 N 

ATOM 150 CA ASN A 14136.765 7.926 -3.585 1.00 0. 00 C 

ATOM 151 C ASN A 14135.536 7.063 -3.854 1.00 0. 00 C 

ATOM 152 0 ASN A 14135. 169 6. 832 -5. 006 1. 00 0. 00 0 

20 ATOM 153 CB ASN A 14137. 746 7. 169 -2. 688 1. 00 0. 00 C 

ATOM 154 CG ASN A 14138.934 8.021 -2.284 1.00 0. 00 C 

ATOM 155 0D1 ASN A 14139. 701 8. 478 -3. 130 1. 00 0. 00 0 

ATOM 156 ND2 ASN A 14139. 092 8. 236 -0. 983 1. 00 0. 00 N 

ATOM 157 H ASN A 14135. 771 9. 186 -2. 204 1. 00 0. 00 H 

25 ATOM 158 HA ASN A 14137. 246 8. 147 -4. 524 1. 00 0. 00 H 

ATOM 159 1HB ASN A 14137.234 6.851 -1.792 1.00 0. 00 H 

ATOM 160 2HB ASN A 14138.111 6.301 -3.216 1.00 0. 00 H 

ATOM 161 1HD2 ASN A 14138. 442 7. 841 -0. 365 1. 00 0. 00 H 

ATOM 162 2HD2 ASN A 14139. 852 8. 783 -0. 694 1. 00 0. 00 H 
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ATOM 


163 


N 


SER A 


15134. 904 


6. 590 


-2. 785 


1. 00 


0. 00 N 




ATOM 


164 


CA 


SER A 


15133. 717 


5. 753 


-2. 908 


1. 00 


0. 00 c 




ATOM 


165 


C 


SER A 


15132. 994 


5. 633 


-1. 570 


1. 00 


0.00 c 




ATOM 


166 


0 


SER A 


15131. 949 


6. 251 


-1. 359 


1. 00 


0. 00 0 


5 


ATOM 


167 


CB 


SER A 


15134. 098 


4. 363 


-3.419 


1. 00 


0. 00 c 




ATOM 


168 


OG 


SER A 


15134. 120 


4. 328 


-4. 836 


1. 00 


0. 00 0 




ATOM 


169 


H 


SER A 


15135. 245 


6. 809 


-1. 892 


1. 00 


0. 00 H 




ATOM 


170 


HA 


SER A 


15133. 054 


6. 220 


-3. 620 


1. 00 


0. 00 H 




ATOM 


171 


1HB 


SER A 


15135. 079 


4. 102 


-3. 051 


1. 00 


0. 00 H 


10 


ATOM 


172 


2HB 


SER A 


15133. 377 


3. 640 


-3. 065 


1. 00 


0. 00 H 




ATOM 


173 


HG 


SER A 


15133. 330 


4.753 


-5. 179 


1. 00 


0. 00 H 




ATOM 


174 


N 


HIS A 


16133. 555 


4. 836 


-0. 667 


1. 00 


0. 00 N 




ATOM 


175 


CA 


HIS A 


16132. 964 


4. 636 


0. 651 


1. 00 


0. 00 c 




ATOM 


176 


C 


HIS A 


16133. 749 


5. 390 


L 720 


1. 00 


0. 00 c 


15 


ATOM 


177 


0 


HIS A 


16133. 304 


6.427 


2. 214 


1. 00 


0. 00 0 




ATOM 


178 


CB 


HIS A 


16132. 919 


3. 145 


0. 992 


1. 00 


0. 00 c 




ATOM 


179 


CG 


HIS A 


16131. 652 


2. 471 


0. 564 


1. 00 


0. 00 c 




ATOM 


180 


ND1 


HIS A 


16130. 421 


2. 767 


1. 112 


1. 00 


0. 00 N 




ATOM 


181 


CD 2 


HIS A 


16131. 427 


1. 513 


-0. 365 


1. 00 


0. 00 c 


20 


ATOM 


182 


CE1 


HIS A 


16129. 495 


2.018 


0. 539 


1. 00 


0. 00 c 




ATOM 


183 


NE2 HIS A 


16130. 079 


1. 248 


-0. 360 


1. 00 


0. 00 N 




ATOM 


184 


H 


HIS A 


16134. 388 


4. 371 


-0. 893 


1. 00 


0. 00 H 




ATOM 


185 


HA 


HIS A 


16131. 956 


5. 020 


0. 623 


1. 00 


0. 00 H 




ATOM 


186 


1HB 


HIS A 


16133. 741 


2. 645 


0. 501 


1. 00 


0. 00 H 


25 


ATOM 


187 


2HB 


HIS A 


16133. 016 


3. 024 


2. 060 


1. 00 


0. 00 H 




ATOM 


188 


HD1 


HIS A 


16130. 251 


3. 427 


1.817 


1. 00 


0. 00 H 




ATOM 


189 


HD2 


HIS A 


16132. 171 


1. 042 


-0. 992 


1. 00 


0. 00 H 




ATOM 


190 


HE1 


HIS A 


16128. 440 


2. 033 


0. 768 


1. 00 


0. 00 H 




ATOM 


191 


HE 2 


HIS A 


16129. 636 


0.539 


-0. 870 


1. 00 


0. 00 H 
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ATOM 


192 


N 


GLY A 


17134. 916 


4. 863 




ATOM 


193 


CA 


GLY A 


17135. 744 


5. 499 




ATOM 


194 


C 


GLY A 


17137. 137 


4. 907 




ATOM 


195 


0 


GLY A 


17137. 453 


4. 141 


5 


ATOM 


196 


H 


GLY A 


17135. 219 


4. 035 




ATOM 


197 


1HA 


GLY A 


17135. 823 


6. 552 




ATOM 


198 


2HA 


GLY A 


17135. 271 


5. 384 




ATOM 


199 


N 


LEU A 


18137. 973 


5. 258 




ATOM 


200 


CA 


LEU A 


18139. 341 


4. 753 


10 


ATOM 


201 


C 


LEU A 


18140. 327 


5. 797 




ATOM 


202 


0 


LEU A 


18140. 741 


6. 692 




ATOM 


203 


CB 


LEU A 


18139. 705 


4. 353 




ATOM 


204 


CG 


LEU A 


18138. 656 


3. 503 




ATOM 


205 


CD1 


LEU A 


18138. 908 


3. 505 


15 


ATOM 


206 


CD2 


LEU A 


18138. 661 


2. 082 




ATOM 
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2.071 1.00 0. 00 N 

3. 079 1. 00 0. 00 C 

3. 143 1. 00 0. 00 C 

4. 056 1. 00 0. 00 0 

1. 643 1. 00 0. 00 H 

2. 852 1. 00 0. 00 H 
4. 044 1. 00 0. 00 H 
2. 173 1. 00 0. 00 N 
2. 121 1. 00 0. 00 C 
2. 636 1. 00 0. 00 C 
1. 898 1. 00 0. 00 0 
0. 691 1. 00 0. 00 C 
-0. 030 1. 00 0. 00 C 
-1. 530 1. 00 0. 00 C 

0. 512 1. 00 0. 00 C 

1. 473 1. 00 0. 00 H 

2. 756 1. 00 0. 00 H 
0.117 1.00 0. 00 H 
0. 720 1. 00 0. 00 H 

0. 146 1. 00 0. 00 H 
-2. 044 1. 00 0. 00 H 
-1.760 1.00 0. 00 H 
-1. 850 1. 00 0. 00 H 
-0. 236 1. 00 0. 00 H 

1. 399 1. 00 0. 00 H 
0. 757 1. 00 0. 00 H 

3. 905 1. 00 0. 00 N 

4. 520 1. 00 0. 00 C 

5. 412 1. 00 0. 00 C 
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5. 586 1. 00 0. 00 0 

5. 337 1. 00 0. 00 C 

6. 356 1. 00 0.00 C 

7. 247 1. 00 0. 00 C 
7. 514 1. 00 0. 00 0 

7. 676 1. 00 0. 00 0 

4. 443 1. 00 0. 00 H 

3. 728 1. 00 0. 00 H 

5. 862 1. 00 0. 00 H 

4. 661 1. 00 0. 00 H 

5. 831 1. 00 0. 00 H 

6. 977 1. 00 0. 00 H 

5. 974 1. 00 0. 00 N 
6.848 1.00 0.00 C 

8. 064 1. 00 0. 00 C 
8. 758 1. 00 0. 00 0 

7. 324 1. 00 0. 00 C 

8. 073 1. 00 0. 00 C 

6. 146 1. 00 0. 00 C 

5. 796 1. 00 0. 00 H 

6. 284 1. 00 0. 00 H 

8. 003 1. 00 0. 00 H 
7.616 1.00 0. 00 H 

9. 103 1. 00 0. 00 H 
8.034 1. 00 0.00 H 
5. 339 1. 00 0.00 H 
6.451 1.00 O.OOH 
5.811 1.00 O.OOH 
8. 318 1. 00 0. 00 N 
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9. 453 1. 00 0. 00 C 

9. 043 1. OO 0. 00 C 

9. 702 1. 00 0. 00 0 
7. 731 1. 00 0. 00 H 
9. 970 1. 00 0. 00 H 

10. 127 1. 00 0. 00 H 
7. 951 1. 00 0. 00 N 
7. 453 1. 00 0. 00 C 
6. 520 1. 00 0. 00 C 

5. 779 1. 00 0. 00 0 

6. 724. 1. 00 0. 00 C 

7. 552 1. 00 0. 00 0 

7. 468 1. 00 0. 00 H 

8. 303 1. 00 0. 00 H 

5. 839 1. 00 0. 00 H 

6. 440 1. 00 0. 00 H 
8. 356 1. 00 0. 00 H 
6. 559 1. 00 0. 00 N 

5. 717 1. 00 0. 00 C 
4. 272 1. 00 0. 00 C 

4. Oil 1. 00 0. 00 0 

6. 245 1. 00 0. 00 C 

7. 714 1. 00 0. 00 C 

8. 328 1. 00 0. 00 C 
7.849 1.00 0.00 C 
7. 171 1.00 0.00 H 

5. 752 1. 00 0. 00 H 

6. 118 1. 00 0. 00 H 
5. 649 1. 00 0. 00 H 
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-1. 482 1. 00 0. 00 H 

-1. 607 1. 00 0. 00 H 

-0. 164 1. 00 0. 00 H 

-2. 876 1. 00 0. 00 N 

-4. 252 1..00 0. 00 C 

-5. 219 1. 00 0. 00 C 

-4. 827 1. 00 0. 00 0 

-4. 429 1. 00 0. 00 C 

-5. 827 1. 00 0. 00 C 

-3. 372 1. 00 0. 00 C 

-2. 425 1. 00 0. 00 H 

-4. 493 1. 00 0. 00 H 

-4. 304 1. 00 0. 00 H 

-6. 513 1. 00 0. 00 H 

-5. 818 1. 00 0. 00 H 

-6. 142 1. 00 0. 00 H 

-2. 996 1. 00 0. 00 H 

-2. 560 1. 00 0. 00 H- 

-3. 810 1. 00 0. 00 H 

-6. 483 1. 00 0. 00 N 

-7. 506 1. 00 0. 00 C 

-8. 290 1. 00 0. 00 C 

-9. 501 1. 00 0.00 0 

-8. 460 1. 00 0. 00 C 

-9. 241 1. 00 0. 00 C 

-10. 518 1. 00 0. 00 C 

-11. 623 1. 00 0. 00 C 

-11.675 LOO 0. 00 N 

-6. 734 1. 00 0. 00 H 
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ATOM 


366 


C 


ASN A 


29147. 676 • 


-10. 789 


-8. 047 


1. 00 


0. 00 c 




ATOM 


367 


0 


ASN A 


29146. 827 • 


-11. 670 


-7. 913 


1. 00 


0. 00 0 




ATOM 


368 


CB 


ASN A 


29149.069 


-10. 187 ■ 


-10. 039 


1. 00 


0. 00 c 




ATOM 


369 


CG 


ASN A 


29148.909 


-10. 256 ■ 


-11. 545 


1. 00 


0. 00 c 


5 


ATOM 


370 


0D1 


ASN A 


29148. 911 


-11. 338 


-12. 132 


1. 00 


0. 00 0 




ATOM 


371 


ND2 


ASN A 


29148. 770 


-9. 097 


-12. 180 


1. 00 


0. 00 N 




ATOM 


372 


H 


ASN A 


29148. 298 


-7. 914 


-9. 221 


1. 00 


0. 00 H 




ATOM 


373 


HA 


ASN A 


29146. 930 


-10. 252 


-9. 975 


1.00 


0. 00 H 




ATOM 


374 


1HB 


ASN A 


29149. 744 


-9. 378 


-9. 805 


1. 00 


0. 00 H 


10 


ATOM 


375 


2HB 


ASN A 


29149. 497 


-11. 118 


-9. 697 


1. 00 


0. 00 H 




ATOM 


376 


1HD2 


ASN A 


29148.778 


-8. 275 


-11. 647 


1. 00 


0. 00 H 




ATOM 


377 


2HD2 


ASN A 


29148.665 


-9. 113 


-13. 154 


1. 00 


0. 00 H 




ATOM 


378 


N 


PRO A 


30148. 579 


-10. 522 


-7. 087 


1. 00 


0. 00 N 




ATOM 


379 


CA 


PRO A 


30148. 624 


-11. 252 


-5. 818 


1. 00 


0.00 c 


15 


ATOM 


380 


C 


PRO A 


30147. 529 


-10. 802 


-4. 852 


1. 00 


0. 00 c 




ATOM 


381 


0 


PRO A 


30147. 581 


-9. 694 


-4. 319 


1. 00 


0. 00 0 




ATOM 


382 


CB 


PRO A 


30150. 002 


-10. 898 


-5. 265 


1. 00 


0. 00 c 




ATOM 


383 


CG 


PRO A 


30150. 284 


-9. 540 


-5. 809 


1. 00 


0. 00 c 




ATOM 


384 


CD 


PRO A 


30149. 627 


-9. 485 


-7. 165 


1. 00 


0. 00 c 
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385 


HA 


PRO A 


30148. 557 


-12. 319 


-5. 972 


1. 00 


0. 00 H 
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386 
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30149. 971 


-10. 894 


-4. 186 


1. 00 


0. 00 H 




ATOM 
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2HB 


PRO A 


30150. 729 


-11. 619 


-5. 609 


1. 00 


0. 00 H 




ATOM 
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1HG 


PRO A 


30149. 862 


-8. 790 


-5. 158 


1. 00 


0. 00 H 




ATOM 


389 


2HG 


PRO A 


30151. 351 


-9. 397 


-5. 905 


1. 00 


0. 00 H 


25 


ATOM 


390 


1HD 


PRO A 


30149. 194 


-8. 511 


-7. 333 


1. 00 


0. 00 H 
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2HD 


PRO A 


30150. 342 


-9. 719 


-7. 938 


1. 00 


0. 00 H 
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31146. 518 


-11. 657 


-4. 609 
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31145.415 


-11. 332 


-3. 699 
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0. 00 c 
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-11. 257 
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1. 484 1. 00 0. 00 0 

3. 895 1. 00 0. 00 C 

4. 374 1. 00 0. 00 C 

5. 197 1. 00 0. 00 C 
■3. 973 1. 00 0. 00 H 
-2. 956 1. 00 0. 00 H 
-4. 628 1. 00 0. 00 H 
-3. 530 1. 00 0. 00 H 
-4. 981 1. 00 0. 00 H 
-5. 097 1. 00 0. 00 H 
-6. 233 1. 00 0. 00 H 
-1. 864 1. 00 0. 00 N 
-0. 501 1. 00 0. 00 C 

0. 309 1. 00 0. 00 C 

-0.232 1.00 0.00 0 

-0. 511 1. 00 0. 00 C 

-1.409 1.00 0.00 C 

-2. 544 1. 00 0. 00 C 

-1. 119 1. 00 0.00 C 

-3. 373 1. 00 0. 00 C 

-1. 944 1. 00 0. 00 C 

-3.072 1.00 0.00 C 

-2. 517 1. 00 0.00 H 

-0. 041 1. 00 0. 00 H 

0. 491 1. 00 0. 00 H 

-0. 846 1. 00 0. 00 H 

-2. 780 1. 00 0. 00 H 

-0. 236 1. 00 0. 00 H 

-4. 254 1. 00 0. 00 H 
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451 
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ATOM 


452 


1HA 



788 

PHE A 32147. 036 -4. 903 

PHE A 32148. 456 -4. 928 

TYR A 33146.171 -8.970 

TYR A 33145. 294 -8. 209 

TYR A 33146. 106 -7. 332 

TYR A 33146. 957 -7. 824 

TYR A 33144. 398 -9. 154 

TYR A 33143. 192 -9. 643 

TYR A 33142. 956 -11.002 

TYR A 33142. 287 -8. 745 

TYR A 33141. 854 -11. 451 

TYR A 33141. 183 -9. 188 

TYR A 33140. 971 -10. 541 

TYR A 33139. 873 -10. 985 

TYR A 33146.969 -9.398 

TYR A 33144. 674 -7. 574 

TYR A 33144. 973 -10. 019 

TYR A 33144. 046 -8. 642 

TYR A 33143. 649 -11. 712 

TYR A 33142.457 -7.686 

TYR A 33141. 688 -12. 511 

TYR A 33140.492 -8.474 

TYR A 33139. 113 -11. 017 

GLY A 34145. 837 -6. 031 

GLY A 34146. 550 -5. 107 

GLY A 34145. 676 -3. 963 

GLY A 34144. 452 -4. 089 

GLY A 34145. 148 -5. 696 

GLY A 34146. 918 -5. 644 
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-1. 705 1. 00 0. 00 H 

-3. 718 1. 00 0. 00 H 

1. 606 1. 00 0. 00 N 

2. 489 1. 00 0. 00 C 

3. 438 1. 00 0. 00 C 

4. 180 1. 00 0. 00 0 
3. 291 1. 00 0. 00 C 
2. 522 1. 00 0. 00 C 

2. 350 1. 00 0. 00 C 
1. 967 1. 00 0. 00 C 
1. 648 1. 00 0. 00 C 
1. 264 1. 00 0. 00 C 
1. 107 1. 00 0. 00 C 

0. 407 1. 00 0. 00 0 

1. 978 1. 00 0. 00 H 

1. 875 1. 00 0. 00 H 

3. 588 1. 00 0. 00 H 

4. 174 1. 00 0. 00 H 

2. 776 1. 00 0. 00 H 

2. 092 1. 00 0. 00 H 

1. 526 1. 00 0. 00 H 
0. 840 1. 00 0. 00 H 
0. 991 1. 00 0. 00 H 

3. 408 1. 00 0. 00 N 

4. 269 1. 00 0. 00 C 
4. 743 1. 00 0. 00 C 

4. 797 1. 00 0. 00 0 

2. 796 1. 00 0. 00 H 

5. 131 1. 00 0. 00 H 
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0. 648 
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1. 935 


20 


ATOM 


472 
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ILE A 


36146. 835 


2. 573 
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473 
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ILE A 


36146. 530 


2. 553 




ATOM 


474 


CB 


ILE A 


36144. 781 


2. 907 




ATOM 


475 


CGI 


ILE A 


36143. 779 


2. 243 




ATOM 


476 


CG2 


ILE A 


36145. 328 


4. 187 


25 


ATOM 


477 


CD1 


ILE A 


36142. 620 


3. 139 




ATOM 


478 
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ILE A 


36144. 463 


0. 540 




ATOM 


479 


HA 


ILE A 


36146. 503 


1. 767 




ATOM 


480 


HB 


ILE A 


36144. 279 


3. 165 




ATOM 


481 


1HG1 


ILE A 


36144. 288 


1. 957 
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3. 726 1. 00 0. 00 H 
5. 086 1. 00 0. 00 N 
5. 558 1. 00 0. 00 C 
5. 078 1. 00 0. 00 C 

4. 904 1. 00 0. 00 0 
7. 096 1. 00 0. 00 C 
7. 720 1. 00 0. 00 C 
7. 565 1. 00 0. 00 C 

5. 021 1. 00 0. 00 H 
5. 158 1. 00 0. 00 H 
7. 420 1. 00 0. 00 H 

7. 891 1. 00 0. 00 H 
7.051 1.00 0. 00 H 

8. 660 1. 00 0. 00 H 

7. 169 1. 00 0. 00 H 

8. 645 1. 00 0. 00 H 
7. 216 1. 00 0. 00 H 
4. 865 1. 00 0. 00 N 

4. 406 1. 00 0. 00 C 

5. 456 1. 00 0. 00 C 

6. 647 1. 00 0. 00 0 

4. 074 1. 00 0. 00 C 
3. 126 1. 00 0. 00 C 
3.460 1.00 0.00 C 

2. 746 1. 00 0. 00 C 

5. 022 1. 00 0. 00 H 

3. 506 1. 00 0. 00 H 

4. 994 1. 00 0. 00 H 
2.217 1.00 0. 00 H 
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0 




ATOM 
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CB 
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CG 
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495 


CD 
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NE 




ATOM 


497 


CZ 
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498 


NH1 




ATOM 


499 


NH2 




ATOM 


500 
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20 


ATOM 


501 


HA 
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502 


1HB 
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503 


2HB 
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1HG 
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505 


2HG 


25 
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506 


1HD 
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507 


2HD 
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508 


HE 
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509 


1HH1 
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510 
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790 

ILEA 36143.376 1.360 

ILEA 36144.563 4.949 

ILEA 36145.630 3.999 

ILEA 36146.181 4.525 

ILEA 36142.885 4.169 

ILEA 36141.755 2.878 

ILEA 36142.392 3.008 

ARG A 37147.950 3.137 

ARG A 37148. 901 3. 779 

ARG A 37149.107 5.243 

ARG A 37148.852 6.142 

ARG A 37150.240 3.041 

ARG A 37150.108 1.536 

ARG A 37149.381 1.183 

ARG A 37150.219 1.390 

ARG A 37149.776 1.294 

ARG A 37148.506 0.996 

ARG A 37150.606 1.498 

ARG A 37148. 140 3. 120 

ARG A 37148.495 3.731 

ARG A 37150.725 3.232 

ARG A 37150.863 3.418 

ARG A 37149.555 1.135 

ARG A 37151.096 1.098 

ARG A 37148.501 1.804 

ARG A 37149. 084 0. 145 

ARG A 37151.162 1.612 

ARG A 37147. 875 0. 841 

ARG A 37148.179 0.925 
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3. 600 1. 00 0. 00 H 

3. 473 1. 00 0. 00 H 

2. 440 1. 00 0. 00 H 

4.031 1.00 0. 00 H 

2. 932 1. 00 0. 00 H 

3. 339 1. 00 0. 00 H 
1. 699 1. 00 0. 00 H 
5. 004 1. 00 0. 00 N 
5. 905 1. 00 0. 00 C 

5. 529 1. 00 0. 00 C 

6. 331 1. 00 0.00 0 

5. 877 1. 00 0. 00 C 

6. 049 1. 00 0. 00 C 

7. 336 1. 00 0. 00 C 

8. 514 1. 00 0. 00 N 

9. 766 1. 00 0. 00 C 
10. 006 1. 00 0. 00 N 
10. 780 1. 00 0. 00 N 

4. 043 1. 00 0. 00 H 
6. 904 1. 00 0. 00 H 
4. 932 1. 00 0. 00 H 
6. 675 1. 00 0. 00 H 
5.213 1.00 0. 00 H 

6. 072 1. 00 0. 00 H 

7. 419 1. 00 0. 00 H 

7. 294 1. 00 0. 00 H 

8. 365 1. 00 0. 00 H 

9. 245 1. 00 0. 00 H 
10. 949 1. 00 0. 00 H 
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523 
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524 


CZ2 
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ATOM 


525 


CZ3 




ATOM 


526 


CH2 




ATOM 


527 


H 
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HA 




ATOM 


529 


1HB 


20 


ATOM 


530 


2HB 




ATOM 
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HD1 




ATOM 


532 


HE1 




ATOM 


533 


HE3 




ATOM 


534 


HZ 2 


25 


ATOM 


535 


HZ 3 




ATOM 


536 


HH2 




ATOM 


537 


N 




ATOM 


538 


CA 




ATOM 


539 


C 



791 

ARG A 37151.565 1.723 

ARG A 37150.274 1.426 

TRP A 38149. 570 5.476 

TRP A 38149.811 6.832 

TRP A 38149. 117 7.071 

TRP A 38149. 194 6. 244 

TRP A 38151. 316 7.090 

TRP A 38151. 645 8. 370 

TRP A 38151. 811 9. 602 

TRP A 38151. 843 8. 541 

TRP A 38152. 101 10. 529 

TRP A 38152. 125 9. 902 

TRP A 38151. 808 7. 676 

TRP A 38152. 372 10.415 

TRP A 38152. 054 8. 185 

TRP A 38152. 333 9. 544 

TRP A 38149. 755 4. 719 

TRP A 38149. 403 7. 517 

TRP A 38151. 755 7. 134 

TRP A 38151. 764 6. 276 

TRP A 38151. 725 9. 805 

TRP A 38152. 263 11. 484 

TRP A 38151. 595 6. 625 

TRP A 38152.586 11.461 

TRP A 38152. 031 7. 530 

TRP A 38152. 518 9. 899 

ILEA 39148.450 8.214 

ILE A 39147. 751 8. 576 

ILE A 39148. 211 9. 942 




PCT7JP2003/010288 



10. 604 1. 00 0. 00 H 

11.720 1.00 0.00 H 

4. 305 1. 00 0. 00 N 

3. 825 1. 00 0. 00 C 

2. 486 1. 00 0. 00 C 
1. 578 1.00 0.00 0 

3. 690 1. 00 0. 00 C 

2. 979 1. 00 0. 00 C 

3. 542 1. 00 0. 00 C 

1. 571 1.00 0.00 C 

2. 569 1. 00 0. 00 N 

1. 351 1.00 0. 00 C 
0. 474 1. 00 0. 00 C 
0.080 1.00 0.00 C 

-0. 786 1. 00 0. 00 C 

-0. 975 1. 00 0. 00 C 

3.711 1.00 0. 00 H 

4. 553 1. 00 0. 00 H 
4. 675 1. 00 0. 00 H 

3. 138 1. 00 0. 00 H 

4. 599 1. 00 0. 00 H 

2. 724 1. 00 0. 00 H 

0. 599 1. 00 0. 00 H 
-0. 083 1. 00 0. 00 H 
-1. 645 1. 00 0. 00 H 
-1. 979 1. 00 0. 00 H 

2.372 1.00 0.00 N 

1. 147 1. 00 0. 00 C 
0. 653 1. 00 0. 00 C 
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ATOM 


555 


3HD1 




ATOM 


556 


N 




ATOM 


557 


CA 




ATOM 


558 


C 


20 


ATOM 


559 


0 




ATOM 


560 


H 




ATOM 


561 


1HA 




ATOM 


562 


2HA 




ATOM 


563 


N 


25 


ATOM 


564 


CA 




ATOM 


565 


C 




ATOM 


566 


0 




ATOM 


567 


CB 




ATOM 


568 


CG 



792 

ILEA 39147.859 10.971 

ILE A 39146. 222 8. 603 

ILE A 39145. 750 7. 301 

ILEA 39145.511 8.827 

ILEA 39144.484 7.455 

ILEA 39148.433 8.833 

ILE A 39147. 981 7. 834 

ILE A 39145. 985 9. 429 

ILE A 39145. 560 6. 569 

ILEA 39146.525 6.931 

ILE A 39145. 606 9. 864 

ILE A 39144. 466 8. 577 

ILE A 39145. 957 8. 202 

ILEA 39144.106 8.462 

ILE A 39144. 699 7. 265 

ILEA 39143.742 6.752 

GLY A 40149. 008 9. 947 

GLY A 40149.508 11.196 

GLY A 40150.119 11.035 

GLY A 40149. 963 9. 996 

GLY A 40149.261 9.097 

GLY A 40148.694 11.901 

GLY A 40150.257 11.588 

GLN A 41150. 815 12. 071 

GLN A 41151. 452 12. 052 

GLN A 41152.919 12.468 

GLN A 41153.223 13.605 

GLN A 41150.710 12.989 

GLN A 41149. 202 12. 798 
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1. 229 1. 00 0. 00 0 

1. 353 1. 00 0. 00 C 

2. 003 1. 00 0. 00 C 
0. 028 1. 00 0. 00 C 
2.817 1. 00 0.00 C 

3. 131 1. 00 0. 00 H 

0. 396 1. 00 0. 00 H 
2. 006 1. 00 0. 00 H 

1. 232 1. 00 0. 00 H 

2. 660 1. 00 0. 00 H 
-0. 260 1. 00 0. 00 H 

0. 133 1. 00 0. 00 H 

-0.731 1.00 0. 00 H 

2. 706 1. 00 0. 00 H 

3. 858 1. 00 0. 00 H 
2. 468 1. 00 0. 00 H 

-0. 411 1. 00 0. 00 N 

-0. 952 1. 00 0. 00 C 

-2. 329 1.00 0. 00 C 

-2. 970 1. 00 0. 00 0 

-0. 828 1. 00 0. 00 H 

-1. 013 1. 00 0. 00 H 

-0. 282 1. 00 0. 00 H 

-2. 785 1. 00 0. 00 N 

-4. 094 1. 00 0. 00 C 

-3. 988 1. 00 0. 00 C 

-3. 629 1. 00 0. 00 0 

-5. 046 1. 00 0. 00 C 

-5. 033 1. 00 0. 00 C 
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c O 1 

581 


A A 

CA 




ATOM 


con 

582 


c 


15 


ATOM 


r~ o n 

583 


0 




ATOM 


C O A 

584 


ATI 

CB 




A TAU 

ATOM 


cor 

585 


A A 

CG 




A TAW 

ATOM 


cot* 

586 


AT\ 

CD 




A TAW 

ATOM 


587 


TT A 

HA 


20 


A TAW 

ATOM 


coo 

588 


1 TTT) 

IHB 




A TAW 

ATOM 


C O A 

589 


2HB 




A TAW 

AIUM 


c. nn 

590 


1 TTA 

IHG 




A TAW 

A10M 


cat 

591 


OTTA 

2HG 




A TAW 

AIUM 


59Z 


1 TTT\ 

IHD 


nr 

Z5 


A TAW 

AIUM 


59o 


n TTT\ 

2UD 




ATOM 


594 


N 




ATOM 


595 


CA 




ATOM 


596 


C 




ATOM 


597 


0 



793 

GLN A 41148.450 14. 112 

GLN A 41148. 391 14. 860 

GLN A 41147.871 14.397 

GLN A 41150.900 12.871 

GLN A 41151. 396 11. 045 

GLN A 41150. 923 14. 009 

GLN A 41151. 065 12. 818 

GLN A 41148.920 12.194 

GLN A 41148. 924 12. 288 

GLN A 41147. 960 13. 751 

GLN A 41147.378 15.240 

PRO A 42153. 854 11. 549 

PRO A 42155. 292 11. 834 

PRO A 42155. 691 13. 017 

PRO A 42154. 968 13. 383 

PRO A 42155. 942 10. 545 

PRO A 42154. 913 9. 489 

PRO A 42153. 589 10. 167 

PROA 42155.610 12.021 

PRO A 42156. 187 10. 656 

PRO A 42156. 839 10. 341 

PRO A 42155. 044 8. 698 

PRO A 42154. 987 9. 099 

PRO A 42153. 303 10. 138 

PRO A 42152. 831 9. 706 

PRO A 43156. 851 13. 631 

PROA 43157.345 14.777 

PRO A 43157. 832 14. 376 

PRO A 43159. 014 14. 095 
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-5. 103 1. 00 0. 00 C 

-4. 127 1. 00 0. 00 0 

-6.261 1.00 0. 00 N 

-2. 227 1. 00 0. 00 H 

-4. 478 1. 00 0. 00 H 

-4. 767 1. 00 0. 00 H 

-6. 049 1. 00 0. 00 H 

-5. 882 1. 00 0. 00 H 

-4. 122 1. 00 0. 00 H 

-6. 992 1. 00 0. 00 H 

-6. 338 1. 00 0. 00 H 

-4. 297 1. 00 0. 00 N 

-4. 231 1. 00 0. 00 C 

-5. 108 1. 00 0. 00 C 

-6. 036 1. 00 0. 00 0 

-4. 744 1. 00 0. 00 C 

-4. 534 1. 00 0. 00 C 

-4. 733 1. 00 0. 00 C 

-3.215 1.00 0. 00 H 

-5.791 1.00 0. 00 H 

-4. 178 1. 00 0. 00 H 

-5. 257 1. 00 0. 00 H 

-3. 530 1. 00 0. 00 H 

-5. 775 1. 00 0. 00 H 

-4.117 1.00 0. 00 H 

-4. 826 1. 00 0. 00 N 

-5. 595 1. 00 0. 00 C 

-6. 981 1. 00 0. 00 C 

-7. 178 1. 00 0. 00 0 
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ATOM 598 CB PRO A 43158.510 15.294 -4.751 1.00 0. 00 C 

ATOM 599 CG PRO A 43158.989 14.102 -3.998 1.00 0. 00 C 

ATOM 600 CD PROA 43157.772 13.257 -3.736 1.00 0. 00 C 

ATOM 601 HA PROA 43156.592 15.546 -5.686 1.00 0. 00 H 

5 ATOM 602 1HB PROA 43159.278 15.687 -5.401 1.00 0. 00 H 

ATOM 603 2HB PROA 43158.161 16.068 -4.084 1.00 0. 00 H 

ATOM 604 1HG PROA 43159.704 13.554 -4.595 1.00 0. 00 H 

ATOM 605 2HG PROA 43159.438 14.412 -3.066 1.00 0. 00 H 

ATOM 606 1HD PRO A 43158.024 12.208 -3.788 1.00 0. 00 H 

10 ATOM 607 2HD PROA 43157.347 13.497 -2.773 1.00 0. 00 H 

ATOM 608 N GLY A 44156. 914 14. 350 -7. 941 1. 00 0. 00 N 

ATOM 609 CA GLY A 44157.273 13.982 -9.297 1.00 0. 00 C 
ATOM 610 C GLY A 44156.084 13.491 -10.098 1.00 0. 00 C 
ATOM 611 0 GLY A 44155.844 13.957 -11.212 1.00 0.00 0 
15 ATOM 612 H GLY A 44155.987 14.583 -7.727 1.00 0. 00 H 
ATOM 613 1HA GLY A 44157.695 14.843 -9.792 1.00 0. 00 H 
ATOM 614 2HA GLY A 44158.016 13.199 -9.262 1.00 0. 00 H 
ATOM 615 N LEU A 45155.339 12.549 -9.532 1.00 0. 00 N 
ATOM 616 CA LEU A 45154.169 11.997 -10.204 1.00 0. 00 C 
20 ATOM 617 C LEU A 45152.914 12.208 -9.366 1.00 0. 00 C 
ATOM 618 0 LEU A 45152.764 11. 612 -8.299 1.00 0. 00 0 
ATOM 619 CB LEU A 45154.369 10.506 -10.478 1.00 0. 00 C 
ATOM 620 CG LEU A 45154.847 9.684 -9.278 1.00 0. 00 C 
ATOM 621 CD 1 LEU A 45154.479 8.217 -9.453 1.00 0. 00 C 
25 ATOM 622 CD 2 LEU A 45156.350 9.845 -9.088 1.00 0. 00 C 
ATOM 623 H LEU A 45155.580 12.218 -8.639 1.00 0. 00 H 
ATOM 624 HA LEU A 45154.051 12.515 -11.144 1.00 0. 00 H 
ATOM 625 1HB LEU A 45153.430 10.094 -10.818 1.00 0. 00 H 
ATOM 626 2HB LEU A 45155.096 10.401 -11.270 1.00 0. 00 H 
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627 HG LEU A 45154.357 10.046 -8.387 1.00 0. 00 H 

628 1HD1 LEU A 45153.735 7.943 -8.719 1.00 0. 00 H 

629 2HD1 LEU A 45155.359 7.605 -9.316 1.00 0. 00 H 

630 3HD1 LEU A 45154.083 8.059 -10.445 1.00 0.00 H 

631 1HD2 LEU A 45156.708 10.657 -9.704 1.00 0. 00 H 

632 2HD2 LEU A 45156.849 8.930 -9.373 1.00 0. 00 H 

633 3HD2 LEU A 45156.560 10.060 -8.051 1.00 0. 00 H 

634 N ASN A 46152. 013 13. 054 -9. 852 1. 00 0. 00 N 

635 CA ASN A 46150.774 13.330 -9.134 1.00 0. 00 C 

636 C ASN A 46149. 823 12. 143 -9. 238 1. 00 0. 00 C 

637 0 ASN A 46149.247 11.884 -10.295 1.00 0.00 0 

638 CB ASN A 46150.109 14.588 -9.696 1.00 0. 00 C 

639 CG ASN A 46148. 854 14. 969 -8. 936 1. 00 0. 00 C 

640 0D1 ASN A 46147.885 14.212 -8.894 1.00 0.00 0 

641 ND2 ASN A 46148.867 16.151 -8.329 1.00 0. 00 N 

642 H ASN A 46152.183 13.500 -10.707 1.00 0. 00 H 

643 HA ASN A 46151.019 13.493 -8.096 1.00 0. 00 H 

644 1HB ASN A 46150.804 15.411 -9.641 1.00 0. 00 H 

645 2HB ASN A 46149.843 14.415 -10.730 1.00 0. 00 H 

646 1HD2 ASN A 46149.674 16.702 -8.407 1.00 0. 00 H 

647 2HD2 ASN A 46148.069 16.424 -7.831 1.00 0. 00 H 

648 N GLU A 47149.664 11.426 -8.131 1.00 0. 00 N 

649 CA GLU A 47148.783 10.265 -8.089 1.00 0. 00 C 

650 C GLU A 47148.535 9.827 -6.650 1.00 0. 00 C 

651 0 GLU A 47149.473 9.496 -5.924 1.00 0.00 0 

652 CB GLU A 47149.384 9.107 -8.891 1.00 0. 00 C 

653 CG GLU A 47150.894 8.984 -8.752 1.00 0. 00 C 

654 CD GLU A 47151.508 8.112 -9.829 1.00 0. 00 C 

655 0E1 GLU A 47151.735 8.621 -10.948 1.00 0.00 0 
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ATOM 


656 


0E2 


GLU A 


47151. 761 


6. 920 




ATOM 


657 


H 


GLU A 


47150. 151 


11. 684 




ATOM 


658 


HA 


GLU A 


47147. 841 


10. 548 




ATOM 


659 


1HB 


GLU A 


47148. 938 


8. 183 


5 


ATOM 


660 


2HB 


GLU A 


47149. 152 


9. 251 




ATOM 


661 


1HG 


GLU A 


47151. 331 


9. 968 




ATOM 


662 


2HG 


GLU A 


47151. 122 


8. 552 




ATOM 


663 


N 


VAL A 


48147. 271 


9. 818 




ATOM 


664 


CA 


VAL A 


48146. 916 


9. 408 


10 


ATOM 


665 


C 


VAL A 


48147. 256 


7. 940 




ATOM 


666 


0 


VAL A 


48146. 521 


7. 050 




ATOM 


667 


CB 


VAL A 


48145. 417 


9. 627 




ATOM 


668 


CGI 


VAL A 


48145. 108 


9. 388 




ATOM 


669 


CG2 VAL A 


48144. 992 


11. 025 


15 


ATOM 


670 


H 


VAL A 


48146. 563 


10. 087 




ATOM 


671 


HA 


VAL A 


48147. 485 


10. 010 




ATOM 


672 


HB 


VAL A 


48144. 854 


8. 911 




ATOM 


673 


1HG1 


VAL A 


48145. 930 


9. 745 




ATOM 


674 


2HG1 


VAL A 


48144. 967 


8. 332 


20 


ATOM 


675 


3HG1 


VAL A 


48144. 208 


9. 921 




ATOM 


676 


1HG2 VAL A 


48145. 845 


11. 687 




ATOM 


677 


2HG2 VAL A 


48144. 227 


11. 387 




ATOM 


678 


3HG2 VAL A 


48144. 604 


10. 994 




ATOM 


679 


N 


LEU A 


49148. 379 


7. 692 


25 


ATOM 


680 


CA 


LEU A 


49148. 821 


6. 331 




ATOM 


681 


C 


LEU A 


49148. 666 


5. 997 




ATOM 


682 


0 


LEU A 


49149. 298 


6.615 




ATOM 


683 


CB 


LEU A 


49150. 279 


6. 151 




ATOM 


684 


CG 


LEU A 


49150. 574 


6. 496 
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9. 557 1. 00 0. 00 0 

7. 323 1. 00 0. 00 H 

8. 533 1 00 0. 00 H 

8. 556 1. 00 0. 00 H 

9. 936 1. 00 0. 00 H 
8. 815 1. 00 0. 00 H 
■7. 788 1. 00 0. 00 H 
•6. 242 1. 00 0. 00 N 
•4. 890 1. 00 0. 00 C 
•4. 667 1. 00 0. 00 C 
•5. 094 1. 00 0. 00 0 
•4. 610 1. 00 0. 00 C 
-3. 139 1. 00 0. 00 C 
-5. 031 1. 00 0. 00 C 
•6. 865 1. 00 0. 00 H 
■4. 197 1. 00 0. 00 H 
-5. 192 1. 00 0. 00 H 
-2. 536 1. 00 0. 00 H 
-2. 967 1. 00 0. 00 H 
-2. 869 1. 00 0. 00 H 
-4. 994 1. 00 0. 00 H 
-4. 361 1. 00 0. 00 H 
-6. 038 1. 00 0. 00 H 
-4. 002 1. 00 0. 00 N 
-3. 729 1. 00 0. 00 C 
-2. 251 1. 00 0. 00 C 
-1. 394 1. 00 0. 00 0 
-4. 154 1. 00 0. 00 C 
-5. 614 1. 00 0. 00 C 
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ATOM 


685 


CD1 


LEU A 


49152.003 


6. 995 


-5. 767 


1. 00 


0. 00 C 




ATOM 


686 


CD 2 


LEU A 


49150. 333 


5. 286 


-6. 505 


1. 00 


0. 00 c 




ATOM 


687 


H 


LEU A 


49148.926 


8. 443 


-3. 689 


1. 00 


0.00 H 




ATOM 


688 


HA 


LEU A 


49148. 202 


5. 660 


-4. 304 


1. 00 


0. 00 H 


5 


ATOM 


689 


1HB 


LEU A 


49150. 895 


6. 778 


-3. 526 


1. 00 


0. 00 H 




ATOM 


690 


2HB 


LEU A 


49150. 556 


5. 121 


-3. 988 


1. 00 


0. 00 H 




ATOM 


691 


HG 


LEU A 


49149. 909 


7. 285 


-5. 934 


1. 00 


0. 00 H 




ATOM 


692 


1HD1 


LEU A 


49152.628 


6. 533 


-5. 017 


1. 00 


0. 00 H 




ATOM 


693 


2HD1 


LEU A 


49152.024 


8. 068 


-5. 641 


1. 00 


0. 00 H 


10 


ATOM 


694 


3HD1 


LEU A 


49152. 370 


6. 741 


-6. 749 


1. 00 


0. 00 H 




ATOM 


695 


1HD2 


LEU A 


49149.956 


5. 614 


-7. 463 


1. 00 


0. 00 H 




ATOM 


696 


2HD2 


LEU A 


49149. 610 


4. 634 


-6. 038 


1. 00 


0. 00 H 




ATOM 


697 


3HD2 


LEU A 


49151. 261 


4. 752 


-6. 648 


1. 00 


0. 00 H 




ATOM 


698 


N 


ALA A 


50147. 820 


5. 017 


-1. 958 


1. 00 


0. 00 N 


15 


ATOM 


699 


CA 


ALA A 


50147. 584 


4. 604 


-0. 582 


1. 00 


0. 00 c 




ATOM 


700 


C 


ALA A 


50148. 522 


3. 470 


-0. 181 


1. 00 


0. 00 c 




ATOM 


701 


0 


ALA A 


50148. 448 


2. 368 


-0. 726 


1. 00 


0. 00 0 




ATOM 


702 


CB 


ALA A 


50146. 134 


4. 182 


-0. 398 


1. 00 


0. 00 c 




ATOM 


703 


H 


ALA A 


50147. 344 


4. 561 


-2. 683 


1. 00 


0. 00 H 


20 


ATOM 


704 


HA 


ALA A 


50147. 771 


5. 456 


0. 055 


1. 00 


0. 00 H 




ATOM 


705 


1HB 


ALA A 


50146. 082 


3. 370 


0. 313 


1. 00 


0. 00 H 




ATOM 


706 


2HB 


ALA A 


50145.730 


3. 857 


-1. 345 


1. 00 


0. 00 H 




ATOM 


707 


3HB 


ALA A 


50145. 559 


5.019 


-0. 030 


1. 00 


0. 00 H 




ATOM 


708 


N 


GLY A 


51149. 405 


3. 747 


0. 773 


1. 00 


0. 00 N 


25 


ATOM 


709 


CA 


GLY A 


51150. 345 


2. 741 


1. 230 


1. 00 


0. 00 c 




ATOM 


710 


C 


GLY A 


51149. 671 


1. 632 


2.013 


1. 00 


0. 00 C 




ATOM 


711 


0 


GLY A 


51149. 179 


1. 854 


3. 120 


1. 00 


0. 00 0 




ATOM 


712 


H 


GLY A 


51149.417 


4. 643 


1. 171 


1. 00 


0. 00 H 




ATOM 


713 


1HA 


GLY A 


51150. 839 


2. 311 


0. 372 


1. 00 


0. 00 H 
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ATOM 


714 


2HA 


GLY A 


51151.084 


3. 214 


1. 860 


1. 00 


0.00 H 




ATOM 


715 


N 


LEU A 


52149. 648 


0. 434 


1. 439 


1. 00 


0. 00 N 




ATOM 


716 


CA 


LEU A 


52149. 030 


-0.714 


2. 091 


1. 00 


0. 00 C 




ATOM 


717 


C 


LEU A 


52150. 084 


-1. 612 


2. 730 


1. 00 


0.00 C 


5 


ATOM 


718 


0 


LEU A 


52151. 068 


-1. 983 


2. 091 


1. 00 


0. 00 0 




ATOM 


719 


CB 


LEU A 


52148. 203 


-1. 516 


1. 084 


1. 00 


0. 00 c 




ATOM 


720 


CG 


LEU A 


52146.961 


-0. 800 


0. 552 


1. 00 


0. 00 c 




ATOM 


721 


CD1 LEU A 


52146. 446 


-1. 487 


-0. 703 


1. 00 


0. 00 c 




ATOM 


722 


CD2 LEU A 


52145. 877 


-0. 751 


1. 619 


1. 00 


0.00 c 


10 


ATOM 


723 


H 


LEU A 


52150. 057 


0. 319 


0. 556 


1. 00 


0. 00 H 




ATOM 


724 


HA 


LEU A 


52148. 375 


-0. 342 


2. 865 


1. 00 


0. 00 H 




ATOM 


725 


1HB 


LEU A 


52148. 838 


-1. 763 


0. 245 


1. 00 


0. 00 H 




ATOM 


726 


2HB 


LEU A 


52147. 888 


-2. 433 


1. 558 


1. 00 


0. 00 H 




ATOM 


727 


HG 


LEU A 


52147. 221 


0.216 


0. 293 


1. 00 


0. 00 H 


15 


ATOM 


728 


1HD1 


LEU A 


52145. 683 


-0. 874 


-1. 162 


1. 00 


0. 00 H 




ATOM 


729 


2HD1 


LEU A 


52146. 027 


-2. 448 


-0. 441 


1. 00 


0. 00 H 




ATOM 


730 


3HD1 LEU A 


52147. 261 


-1. 627 


-1. 397 


1. 00 


0. 00 H 




ATOM 


731 


1HD2 LEU A 


52145. 189 


0. 050 


1. 397 


1. 00 


0. 00 H 




ATOM 


732 


2HD2 LEU A 


52146. 330 


-0. 582 


2. 584 


1. 00 


0.00 H 


20 


ATOM 


733 


3HD2 LEU A 


52145. 343 


-1. 691 


1. 633 


1. 00 


0. 00 H 




ATOM 


734 


N 


GLU A 


53149. 872 


-1. 957 


3. 997 


1. 00 


0. 00 N 




ATOM 


735 


CA 


GLU A 


53150. 804 


-2. 811 


4. 723 


1. 00 


0. 00 c 




ATOM 


736 


C 


GLU A 


53150. 332 


-4. 261 


4. 715 


1. 00 


0. 00 C 




ATOM 


737 


0 


GLU A 


53149. 326 


-4. 600 


5. 337 


1. 00 


0. 00 0 


25 


ATOM 


738 


CB 


GLU A 


53150. 960 


-2. 320 


6. 164 


1. 00 


0. 00 c 




ATOM 


739 


CG 


GLU A 


53151. 942 


-3. 142 


6. 984 


1. 00 


0. 00 c 




ATOM 


740 


CD 


GLU A 


53151. 412 


-3. 483 


8. 361 


1. 00 


0.00 c 




ATOM 


741 


0E1 


GLU A 


53150. 983 


-2. 556 


9. 079 


1. 00 


0. 00 0 




ATOM 


742 


0E2 


GLU A 


53151. 424 


-4. 679 


8. 723 


1. 00 


0. 00 0 
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799 

ATOM 743 H GLU A 53149.068 -1.629 4.453 1. 00 0. 00 H 

ATOM 744 HA GLU A 53151.761 -2.754 4.228 1.00 0. 00 H 

ATOM 745 1HB GLU A 53151.304 -1.297 6.149 1.00 0. 00 H 

ATOM 746 2HB GLU A 53149.996 -2.360 6.652 1.00 0. 00 H 

5 ATOM 747 1HG GLU A 53152.150 -4.062 6.456 1.00 0. 00 H 

ATOM 748 2HG GLU A 53152.857 -2.578 7.095 1.00 0. 00 H 

ATOM 749 N LEU A 54151.066 -5.113 4.006 1.00 0. 00 N 

ATOM 750 CA LEU A 54150.722 -6.527 3. 917 1. 00 0. 00 C 

ATOM 751 C LEU A 54151.001 -7.240 5.237 1.00 0. 00 C 

10 ATOM 752 0 LEU A 54152.072 -7.083 5.824 1.00 0.00 0 

ATOM 753 CB LEU A 54151.510 -7.195 2.788 1.00 0. 00 C 

ATOM 754 CG LEU A 54151.446 -6.474 1.440 1.00 0. 00 C 

ATOM 755 CD1 LEU A 54152. 653 -6. 828 0. 587 1. 00 0. 00 C 

ATOM 756 CD2 LEU A 54150.156 -6.822 0.713 1.00 0. 00 C 

15 ATOM 757 H LEU A 54151.857 -4.782 3.532 1.00 0. 00 H 

ATOM 758 HA LEU A 54149. 668 -6. 598 3. 699 1. 00 0. 00 H 

ATOM 759 1HB LEU A 54152. 546 -7. 258 3. 089 1. 00 0. 00 H 

ATOM 760 2HB LEU A 54151.129 -8.195 2.654 1.00 0. 00 H 

ATOM 761 HG LEU A 54151.458 -5.407 1.609 1.00 0. 00 H 

20 ATOM 762 1HD1 LEU A 54152.792 -7.899 0.586 1.00 0. 00 H 

ATOM 763 2HD1 LEU A 54153.533 -6.352 0.993 1.00 0. 00 H 

ATOM 764 3HD1 LEU A 54152.493 -6.485 -0.425 1.00 0. 00 H 

ATOM 765 1HD2 LEU A 54149.838 -5.977 0.118 1.00 0. 00 H 

ATOM 766 2HD2 LEU A 54149. 389 -7. 064 1. 434 1. 00 0. 00 H 

25 ATOM 767 3HD2 LEU A 54150.324 -7.672 0.068 1.00 0. 00 H 

ATOM 768 N GLU A 55150.030 -8.020 5.699 1.00 0. 00 N 

ATOM 769 CA GLU A 55150.170 -8.755 6.951 1.00 0. 00 C 

ATOM 770 C GLU A 55151.279 -9.798 6.849 1.00 0. 00 C 

ATOM 771 0 GLU A 55151.960 -10.092 7.832 1.00 0.00 0 
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m 






800 




ATOM 


772 


CB 


GLU A 


55148. 849 


-9. 435 




ATOM 


773 


CG 


GLU A 


55147. 932 


-8. 564 




ATOM 


774 


CD 


GLU A 


55147. 895 


-8. 998 




ATOM 


775 


0E1 GLU A 


55147. 569 


-10. 174 


5 


ATOM 


776 


0E2 GLU A 


55148. 192 


-8. 159 




ATOM 


777 


TT 

n 


PT TT A 

bLU A 


55149. 199 


-8. 103 




ATOM 


778 


U A 

HA 


PT TT A 

GLU A 


55150. 427 


-8. 047 




ATOM 


779 


1 UD 


PT TT A 

bLU A 


55148. 326 


-9. 692 




ATOM 


780 


OTTT> 


PT TT A 

GLU A 


55149. 062 


-10. 337 


10 


ATOM 


781 


1HG 


GLU A 


55148. 282 


-7. 544 




ATOM 


782 


2HG 


GLU A 


55146. 932 


-8. 620 




ATOM 


783 


N 


ASP A 


56151. 454 


-10. 353 




ATOM 


784 


CA 


ASP A 


56152. 481 


-11. 364 




ATOM 


785 


C 


ASP A 


56153. 824 


-10.713 


15 


ATOM 


786 


0 


ASP A 


56153. 897 


-9. 750 




ATOM 


787 


CB 


ASP A 


56152. 070 


-12. 287 




ATOM 


788 


CG 


ASP A 


56150. 961 


-13. 243 




ATOM 


789 


0D1 ASP A 


56150. 877 


-13. 592 




ATOM 


790 


0D2 ASP A 


56150. 177 


-13. 642 


20 


ATOM 


791 


H 


ASP A 


56150. 880 


-10. 078 




ATOM 


792 


HA 


ASP A 


56152. 578 


-11. 948 




•ATOM 


793 


1HB 


ASP A 


56151. 724 


-11. 689 




ATOM 


794 


2HB 


ASP A 


56152. 927 


-12. 867 




ATOM 


795 


N 


GLU A 


57154. 887 


-11. 245 


25 


ATOM 


796 


CA 


GLU A 


57156. 229 


-10. 716 




ATOM 


797 


C 


GLU A 


57156. 867 


-11. 340 




ATOM 


798 


0 


GLU A 


57157. 811 


-12. 126 




ATOM 


799 


CB 


GLU A 


57157. 103 


-10. 974 




ATOM 


800 


CG 


GLU A 


57157. 075 


-9. 844 
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7. 317 1. 00 0. 00 C 

8. 162 1. 00 0. 00 C 

9. 615 1. 00 0. 00 C 
9. 877 1. 00 0. 00 0 

10. 492 1. 00 0. 00 0 

5. 186 1. 00 0. 00 H 
7. 724 1. 00 0. 00 H 

6. 408 1. 00 0. 00 H 

7. 868 1. 00 0. 00 H 

8. 117 1. 00 0.00 H 
7. 759 1. 00 0. 00 H 
5. 655 1. 00 0. 00 N 
5. 426 1. 00 0. 00 C 
5. 113 1. 00 0.00 C 
4. 351 1. 00 0. 00 0 
4. 279 1. 00 0. 00 C 

4. 674 1. 00 0. 00 C 

5. 871 1. 00 0.00 0 
3. 787 1. 00 0. 00 0 
4.910 1.00 0. 00 H 

6. 329 1. 00 0. 00 H 
3. 448 1. 00 0. 00 H 

3. 966 1. 00 0. 00 H 
5.710 1.00 0. 00 N 

5. 495 1. 00 0. 00 C 

4. 258 1. 00 0. 00 C 
4. 362 1. 00 0. 00 0 

6. 724 1. 00 0. 00 C 

7. 739 1. 00 0. 00 C 
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HA 


HT TT A 

GLU A 


57156. 143 
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IHB 


r»T TT A 

GLU A 


57156. 762 - 


•11. 876 




ATOM 
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">TTTI 

2HB 


GLU A 


im mm + ^ f\ A C\ A 

57158. 124 - 


11. 114 




ATOM 


808 


IHG 


/"*T TT A 

GLU A 


57156. 967 


-8. 907 




ATOM 


809 


2HG 


r»T TT A 

GLU A 


57156. 229 


-9. 987 


10 


ATOM 


810 


XT 

N 


CYS A 


58156. 349 - 


-10. 983 




ATOM 


811 


CA 


CYS A 


58156. 869 - 


-11. 508 




ATOM 


812 


C 


CYS A 


58158. 107 • 


-10. 734 




ATOM 


813 


0 


CYS A 


58158. 053 


-9. 521 




ATOM 


814 


CB 


CYS A 


58155. 795 


-11. 438 


15 


ATOM 


815 


SG 


CYS A 


58155. 816 


-12. 835 




ATOM 


816 


H 


CYS A 


58155. 599 


-10. 353 




ATOM 


817 


TT K 

HA 


CYS A 


58157. I4l 


-12. 540 




ATOM 


818 


1 TTTl 

IHB 


CYS A 


58154. 822 


-11. 412 




ATOM 


819 


2HB 


CYS A 


58155. 937 


-10. 536 


20 


ATOM 


820 


HG 


r»vc a 

CYS A 


58156. 542 


-13. 413 




ATOM 


821 


JN 


AT A A 

ALA A 


59159. 222 


-11. 443 




ATOM 


822 


tA 


AT A A 

ALA A 


59160. 474 


-10. 823 




ATOM 


823 


C 


ALA A 


59160. 347 


-10. 208 




ATOM 


824 


0 


ALA A 


59160. 243 


-10. 921 


25 


ATOM 


825 


CB 


ALA A 


59 16 1. 602 


-11. 842 




ATOM 


826 


H 


ALA A 


59159. 202 


-12. 406 




ATOM 


827 


HA 


ALA A 


59160. 710 


-10. 041 




ATOM 


828 


IHB 


ALA A 


59161. 800 


-12. 134 




ATOM 


829 


2HB 


ALA A 


59162. 492 


-11. 406 
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8. 580 1. 00 0. 00 C 
7. 997 1. 00 0. 00 0 

9. 822 1. 00 0. 00 0 

6. 309 1. 00 0. 00 H 

5. 343 1. 00 0. 00 H 

7. 212 1. 00 0. 00 H 

6. 402 1. 00 0. 00 H 
7.214 1.00 0. 00 H 

8. 395 1. 00 0. 00 H 
3. 088 1. 00 0. 00 N 
1. 830 1. 00 0. 00 C 
1. 389 1. 00 0. 00 & 
1. 183 1. 00 0. 00 0 

0. 743 1.00 0.00 C 
-0. 405 1. 00 0. 00 S 

3. 069 1. 00 0. 00 H 

1. 989 1. 00 0. 00 H 
1. 209 1. 00 0. 00 H 

0. 165 1. 00 0. 00 H 
-0. 156 1. 00 0. 00 H 

1. 246 1. 00 0. 00 N 
0. 830 1. 00 0. 00 C 

-0. 559 1. 00 0. 00 C 

-1. 558 1. 00 0. 00 0 

0. 857 1. 00 0. 00 C 

1. 425 1. 00 0. 00 H 
1. 538 1. 00 0. 00 H 
1.878 1.00 0.00 H 
0. 428 1. 00 0. 00 H 
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ATOM 


830 ; 


3HB 


ALA A 


59161. 315 - 


-12. 712 




ATOM 


831 


N 


GLY A 


60160. 353 
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CA 


GLY A 


60160. 238 


-8. 192 




ATOM 


833 
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GLY A 


60159. 723 
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5 


ATOM 


834 


0 


GLY A 


60160. 028 


-5. 905 




ATOM 
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H 


GLY A 


60160. 438 


-8. 363 
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1HA 


GLY A 


60161. 210 
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ATOM 
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N 


CYS A 


61158. 940 


-6. 540 


10 


ATOM 
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CA 


CYS A 


61158. 382 


-5. 218 




ATOM 


840 


C 


CYS A 


61159. 349 


-4. 367 




ATOM 
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CYS A 


61160. 444 


-4. 813 




ATOM 


842 
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61157. 046 


-5. 340 




ATOM 


843 


SG 


CYS A 


61155. 819 


-6. 353 


15 


ATOM 


844 


H 


CYS A 


61158. 733 


-7. 274 




ATOM 


845 


HA 


CYS A 


61158. 214 


-4. 739 




ATOM 


846 


1HB 


CYS A 


61157. 217 


-5. 785 




ATOM 


847 


2HB 


CYS A 


61156. 625 


-4. 354 




ATOM 


848 


HG 


CYS A 


61154. 998 


-5. 857 


20 


ATOM 


849 


N 


THR A 


62158. 939 


-3. 141 




ATOM 


850 


CA 


THR A 


62159. 769 


-2. 228 




ATOM 


851 


C 


THR A 


62159. 315 


-2. 182 




ATOM 


852 


0 


THR A 


62158. 402 


-2. 904 




ATOM 


853 


CB 


THR A 


62159. 722 


-0. 823 


25 


ATOM 


854 


0G1 


THR A 


62158. 393 


-0. 336 




ATOM 


855 


CG2 


1 THR A 


62160. 268 


-0. 762 




ATOM 


856 


H 


THR A 


62158. 055 


-2. 844 




ATOM 


857 


HA 


THR A 


62160. 785 


-2. 592 




ATOM 


858 


HB 


THR A 


62160. 313 


-0. 159 
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0. 284 1. 00 0. 00 H 

-0. 616 1. 00 0. 00 N 

-1. 888 1. 00 0. 00 C 

•1. 737 1. 00 0. 00 C 

-2. 553 1. 00 0. 00 0 

0. 212 1. 00 0. 00 H 

-2. 359 1. 00 0. 00 H 

-2. 523 1. 00 0. 00 H 

-0. 689 1. 00 0. 00 N 

-0. 432 1. 00 0. 00 C 

0. 384 1. 00 0. 00 C 

0. 728 1. 00 0. 00 0 

0. 305 1. 00 0. 00 C 
-0. 555 1. 00 0. 00 S 
-0. 073 1. 00 0. 00 H 
-1. 384 1. 00 0. 00 H 

1. 273 1. 00 0. 00 H 
0. 436 1. 00 0. 00 H 

-0. 590 1. 00 0. 00 H 

0. 690 1. 00 0. 00 N 

1. 465 1. 00 0. 00 C 

2. 920 1. 00 0. 00 C 

3. 318 1. 00 0. 00 0 
0. 860 1. 00 0. 00 C 
0. 828 1. 00 0. 00 0 

-0. 551 1. 00 0. 00 C 

0. 386 1. 00 0. 00 H 

1. 429 1. 00 0. 00 H 
1. 472 1. 00 0. 00 H 
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0. uo u 
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10 
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0. 00 c 
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ASP A 


63161. 797 


0. 826 
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1. 00 


A A A A 

0. 00 0 




ATOM 


870 


0D2 ASP A 


63162. 989 


-0. 804 


5. 059 


1. 00 


A A A A 

0. 00 0 




ATOM 
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H 


ASP A 


63160. 679 


-0. 778 


3. 333 


1. 00 


A A A TT 

0. 00 H 




ATOM 


872 


HA 


ASP A 


63158. 908 


-1. 958 


5. 370 


1. 00 


A A A TT 

0. 00 H 


15 


ATOM 


873 


1HB 


ASP A 


63160. 605 


-1. 223 


7. 023 


1. 00 


A A A TT 

0. 00 H 




ATOM 


874 


2HB 


ASP A 


63161. 255 


-2. 364 


5. 849 


l. 00 


A A A TT 

0. 00 H 




ATOM 


875 


N 


GLY A 


64158. 275 


0. 699 


4. 404 


1 f\f\ 

l. 00 


A A A vr 

0. 00 N 




ATOM 


876 


CA 


GLY A 


64157. 630 


1. 990 


4. 558 


l. 00 


A A A A 

0. 00 c 




ATOM 


877 


C 


GLY A 


64158. 349 


3. 092 


3. 805 


l. 00 


A A A A 

0. 00 c 


20 


ATOM 


878 


0 


GLY A 


64158. 370 


4. 242 


4. 245 


I. 00 


A A A A 

0. 00 0 




ATOM 


879 


H 


GLY A 


64158. 187 


0. 207 


3. 561 


l. 00 


A A A TT 

0. 00 H 




ATOM 


880 


1HA 


GLY A 


64156. 617 


1. 919 


4. 190 


1 A A 

l. 00 


A A A TT 

0. 00 n 




ATOM 


881 


2 HA 


GLY A 


64157. 603 


2. 243 


5. 607 


4 A A 

l. 00 


A A A TT 

0. 00 H 




ATOM 


882 


N 


THR A 


65158. 940 


2. 740 


2. 668 


1 A A 

1. 00 


A A A M 

0. 00 In 


25 


ATOM 


883 


CA 


THR A 


65159. 664 


3. 708 


l. 852 


1 A A 

l. 00 


A A A A 

0. 00 L 




ATOM 


884 


C 


THR A 


65159.260 


3. 594 


0. 385 


l. 00 


0.00 C 




ATOM 


885 


0 


THR A 


65159. 441 


2. 549 


-0. 239 


l. 00 


0.00 0 




ATOM 


886 


CB 


THR A 


65161. 172 


3. 502 


l. 996 


l. 00 


0.00 C 




ATOM 


887 


0G1 THR A 


65161.477 


2. 126 


2. 147 


l. 00 


0.00 0 
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^ 804 

ATOM 888 CG2 THR A 65161.767 4.236 3.177 1.00 0. 00 C 

ATOM 889 H THR A 65158.888 1.808 2.369 1.00 0. 00 H 

ATOM 890 HA THR A 65159.410 4.696 2.207 1.00 0. 00 H 

ATOM 891 HB THR A 65161.661 3.861 1.101 1.00 0. 00 H 

5 ATOM 892 HG1 THR A 65161.207 1.650 1.359 1.00 0. 00 H 

ATOM 893 1HG2 THR A 65162.809 4.447 2.982 1.00 0. 00 H 

ATOM 894 2HG2 THR A 65161.683 3.623 4.062 1.00 0. 00 H 

ATOM 895 3HG2 THR A 65161.234 5.163 3.329 1.00 0. 00 H 

ATOM 896 N PHE A 66158. 714 4. 677 -0. 159 1. 00 0. 00 N 

10 ATOM 897 CA PHE A 66158.287 4.699 -1.553 1.00 0. 00 C 

ATOM 898 C PHE A 66159.157 5.645 -2.375 1.00 0. 00 C 

ATOM 899 0 PHE A 66159.050 6.865 -2.253 1.00 0.00 0 

ATOM 900 CB PHE A 66156.820 5.122 -1.652 1.00 0. 00 C 

ATOM 901 CG PHE A 66156.213 4.872 -3.003 1.00 0. 00 C 

15 ATOM 902 CD 1 PHE A 66156.173 3.592 -3.534 1.00 0. 00 C 

ATOM 903 CD2 PHE A 66155.682 5.917 -3.743 1.00 0. 00 C 

ATOM 904 CE1 PHE A 66155.615 3.359 -4.776 1.00 0. 00 C 

ATOM 905 CE2 PHE A 66155. 123 5. 690 -4. 987 1. 00 0. 00 C 

ATOM 906 CZ PHE A 66155. 089 4. 409 -5. 503 1. 00 0. 00 C 

20 ATOM 907 H PHE A 66158. 597 5. 480 0. 389 1. 00 0. 00 H 

ATOM 908 HA PHE A 66158. 391 3. 699 -1. 948 1. 00 0. 00 H 

ATOM 909 1HB PHE A 66156. 244 4. 573 -0. 923 1. 00 0. 00 H 

ATOM 910 2HB PHE A 66156.743 6.179 -1.443 1.00 0. 00 H 

ATOM 911 HD1 PHE A 66156.583 2.770 -2.965 1.00 0. 00 H 

25 ATOM 912 HD2 PHE A 66155.708 6.918 -3.340 1.00 0. 00 H 

ATOM 913 HE 1 PHE A 66155.589 2.357 -5.178 1.00 0. 00 H 

ATOM 914 HE2 PHE A 66154.712 6.513 -5.553 1.00 0. 00 H 

ATOM 915 HZ PHE A 66154.652 4.230 -6.475 1.00 0. 00 H 

ATOM 916 N ARG A 67160.018 5.073 -3.210 1.00 0. 00 N 
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ATOM 917 CA ARG A 67160.908 5.866 -4.052 1.00 0. 00 C 

ATOM 918 C ARG A 67161.832 6.733 -3.202 1.00 0. 00 C 

ATOM 919 0 ARG A 67162.115 7.879 -3.548 1.00 0.00 0 

ATOM 920 CB ARG A 67160.094 6.745 -5.003 1.00 0. 00 C 

5 ATOM 921 CG ARG A 67158.971 6.002 -5.708 1.00 0. 00 C 

ATOM 922 CD ARG A 67158.778 6.502 -7.131 1.00 0. 00 C 

ATOM 923 NE ARG A 67158.252 5.461 -8.011 1.00 0. 00 N 

ATOM 924 CZ ARG A 67158.319 5.509 -9.339 1.00 0. 00 C 

ATOM 925 NH1 ARG A 67158.886 6.546 -9.944 1.00 0. 00 N 

10 ATOM 926 NH2 ARG A 67157.815 4.520 -10.064 1.00 0. 00 N 

ATOM 927 H ARG A 67160.057 4.095 -3.262 1.00 0. 00 H 

ATOM 928 HA ARG A 67161.509 5.182 -4.633 1.00 0. 00 H 

ATOM 929 1HB ARG A 67159.660 7.558 -4.440 1.00 0. 00 H 

ATOM 930 2HB ARG A 67160.756 7.151 -5.754 1.00 0. 00 H 

15 ATOM 931 1HG ARG A 67159.210 4.950 -5.737 1. 00 . 0. 00 H 

ATOM 932 2HG ARG A 67158.053 6.149 -5.157 1.00 0. 00 H 

ATOM 933 1HD ARG A 67158.087 7.331 -7.117 1.00 0. 00 H 

ATOM 934 2HD ARG A 67159.732 6.836 -7.513 1.00 0. 00 H 

ATOM 935 HE ARG A 67157.828 4.684 -7.590 1.00 0. 00 H 

20 ATOM 936 1HH1 ARG A 67159.267 7.295 -9.404 1.00 0. 00 H 

ATOM 937 2HH1 ARG A 67158.933 6.577 -10.943 1.00 0. 00 H 

ATOM 938 1HH2 ARG A 67157.388 3.737 -9.614 1.00 0. 00 H 

ATOM 939 2HH2 ARG A 67157.865 4.557 -11.063 1.00 0. 00 H 

ATOM 940 N GLY A 68162.297 6.177 -2.088 1.00 0. 00 N 

25 ATOM 941 CA GLY A 68163.183 6.913 -1.207 1.00 0. 00 C 

ATOM 942 C GLY A 68162.472 8.035 -0.476 1.00 0. 00 C 

ATOM 943 0 GLY A 68163.086 9.043 -0.124 1.00 0.00 0 

ATOM 944 H GLY A 68162.037 5.259 -1.863 1.00 0. 00 H 

ATOM 945 1HA GLY A 68163.599 6.231 -0.480 1.00 0. 00 H 
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ATOM 


946 2HA 


GLY A 


68163. 988 


7. 333 


1 r? Art 

-1. 792 


l. 00 


A Art TT 

0. 00 n 




ATOM 


94 ( 




THR A 


69161. 174 


n ft n ■* 

7. 861 


A A A rj 

-0. 247 


1 f\f\ 

1. 00 


a HAM 

0. 00 JN 




ATOM 


n A 0 

94o 


IA 


THR A 


69160. 378 


n n A rr 

8. 867 


A A A C 

0. 445 


1 AA 

1. 00 


A A A n 

0. 00 I 




ATOM 


949 


C 


THR A 


69159. 605 


n n j r 

8. 245 


4 O A A 

1. 604 


1 A A 

l. 00 


A A A A 

0. 00 c 


5 


ATOM 


950 


0 


THR A 


69158. 505 


7. 724 


1. 420 


-f A A 

l. 00 


A Art rt 

0. 00 0 




ATOM 


ATI 

951 


CB 


THR A 


69159. 408 


9. 539 


-0. 528 


l. 00 


rt rt rt rt 

0. 00 c 




ATOM 


a r* o 

952 


0G1 


THR A 


69160. 027 


9. 757 


-1. 782 


< A A 

1. 00 


rt rt rt rt 

0. 00 0 




ATOM 


r\ r t\ 

953 


CG2 THR A 


69158. 891 


10. 872 


-0. 032 


1. 00 


A A A A 

0. 00 c 




ATOM 


954 


H 


THR A 


69160. 742 


7. 036 


-0. 553 


t A A 

1. 00 


A A A TT 

0. 00 H 


10 


ATOM 


a r* h 

955 


HA 


THR A 


69161. 054 


9. 612 


0. 838 


1. 00 


f\ A A TT 

0. 00 H 




ATOM 


956 


HB 


THR A 


69158. 557 


8. 890 


-0. 677 


1. 00 


A A A TT 

0. 00 H 




ATOM 


957 


HG1 


THR A 


69159. 364 


10. 012 


-2. 427 


1. 00 


0. 00 H 




ATOM 


958 


1HG2 THR A 


69158. 356 


11. 368 


-0. 828 


1. 00 


0. 00 H 




ATOM 


959 


2HG2 THR A 


69159. 722 


11. 486 


0. 281 


1. 00 


0. 00 H 


15 


ATOM 


960 


3HG2 


THR A 


69158. 227 


10. 712 


0. 804 


1. 00 


0. 00 H 




ATOM 


961 


N 


ARG A 


70160. 189 


8. 301 


2. 796 


1. 00 


0. 00 N 




ATOM 


962 


CA 


ARG A 


70159. 554 


7. 743 


3. 985 


1. 00 


0. 00 C 




ATOM 


963 


C 


ARG A 


70158. 220 


8. 426 


4. 262 


1. 00 


0. 00 C 




ATOM 


964 


0 


ARG A 


70158. 126 


9. 654 


4. 255 


1. 00 


A A A A 

0. 00 0 


20 


ATOM 


965 


CB 


ARG A 


70160. 476 


7. 888 


5. 198 


1. 00 


0. 00 c 




ATOM 


a n n 

966 


CG 


ARG A 


70159. 901 


7. 294 


6. 472 


1. 00 


0. 00 c 




ATOM 


967 


CD 


ARG A 


70160. 291 


8. 113 


7. 693 


1. 00 


A A A A 

0. 00 c 




ATOM 


AAA 

968 


NE 


ARG A 


70161. 632 


7. 783 


8. 169 


1 A A 

l. 00 


A A A XT 

0. 00 N 




ATOM 


AAA 

969 


CZ 


ARG A 


70162. 308 


8. 518 


9. 049 


l. 00 


A A A A 

0. 00 C 


25 


ATOM 


970 


NH1 ARG A 


70161. 773 


9. 625 


A l~ 1" A 

9. 550 


i Art 

1. 00 


A Art XT 

0. 00 N 




ATOM 


971 


NH2 ARG A 


70163. 523 


8. 145 


9. 429 


1. 00 


0. 00 N 




ATOM 


972 


H 


ARG A 


70161. 067 


8. 729 


2. 880 


1. 00 


0. 00 H 




ATOM 


973 


HA 


ARG A 


70159. 377 


6. 693 


3. 803 


1. 00 


0. 00 H 




ATOM 


974 


1HB 


ARG A 


70161. 412 


7. 393 


4.985 


1. 00 


0. 00 H 
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• 




ATOM 


975 


2HB 




ATOM 


976 


1HG 




ATOM 


977 


2HG 




ATOM 


978 


1HD 


5 


ATOM 


979 2HD 




ATOM 


980 


HE 




ATOM 


981 


1HH1 




ATOM 


982 


2HH1 




ATOM 


983 


1HH2 


10 


ATOM 


984 


2HH2 




ATOM 


985 


N 




ATOM 


986 


CA 




ATOM 


987 


c 




ATOM 


988 


n 

w 


15 


ATOM 


989 


CB 




ATOM 


990 


CG 




ATOM 


991 


CD1 




ATOM 


992 


CD2 




ATOM 


993 


CE1 


20 


ATOM 


994 


CE2 




ATOM 


a y D 






ATOM 


996 


OH 




ATOM 


997 


H 




ATOM 


998 


HA 


25 


ATOM 


999 


1HB 




ATOM 


1000 


2HB 




ATOM 


1001 


HD1 




ATOM 


1002 


HD2 




ATOM 


1003 


HE1 



807 

ARG A 70160. 665 8. 938 

ARG A 70158. 824 7. 273 

ARG A 70160. 276 6. 288 

ARG A 70160.259 9.161 

ARG A 70159. 580 7. 918 

ARG A 70162.051 6.971 

ARG A 70160.858 9.910 

ARG A 70162.286 10.173 

ARG A 70163.931 7.313 

ARG A 70164.031 8.698 

TYR A 71157.189 7.624 

TYR A 71155.858 8.151 

TYR A 71155.368 7.691 

TYR A 71154.789 8.471 

TYR A 71154.872 7.707 

TYR A 71155.088 8.391 

TYR A 71155.239 9.770 

TYR A 71155.141 7.658 

TYR A 71155.435 10.399 

TYR A 71155.337 8.279 

TYR A 71155.484 9.649 

TYR A 71155.680 10.271 

TYR A 71157.326 6.653 

TYR A 71155.921 9.229 

TYR A 71154.973 6.643 

TYR A 71153.867 7.926 

TYR A 71155.200 10.354 

TYR A 71155.024 6.585 

TYR A 71155.551 11.472 




PCT/JP2003/010288 



5. 367 1. 00 0. 00 H 

6. 395 1. 00 0. 00 H 

6. 591 1. 00 0. 00 H 

7. 433 1. 00 0. 00 H 

8. 483 1. 00 0. 00 H 
7. 815 1. 00 0. 00 H 

9. 268 1. 00 0. 00 H 
10. 210 1. 00 0. 00 H 

9. 054 1. 00 0. 00 H 

10. 089 1. 00 0. 00 H 

4. 505 1. 00 0. 00 N 

4. 785 1. 00 0. 00 C 

6. 154 1.00 0. 00 C 

6. 911 1.00 0. 00 0 

3. 703 1. 00 0. 00 C 
2. 370 1. 00 0. 00 C 

2. 293 1. 00 0. 00 C 
1. 192 1. 00 0. 00 C 
1. 078 1. 00 0. 00 C 

-0. 026 1. 00 0. 00 C 

-0. 078 1. 00 0. 00 C 

-1. 290 1. 00 0. 00 0 

4. 496 1. 00 0. 00 H 
4. 782 1. 00 0. 00 H 

3. 548 1. 00 0. 00 H 

4. 030 1. 00 0. 00 H 
3. 200 1. 00 0. 00 H 
1. 236 1. 00 0. 00 H 
1. 037 1. 00 0. 00 H 
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ATOM 


1004 


HE 2 


TYR A 


71155. 375 


7. 691 


-0. 932 


1. 00 


0. 00 H 




ATOM 


1005 


HH 


TYR A 


71154. 899 


10. 159 


-1. 837 


1. 00 


r\ f\ r\ TT 

0. 00 H 




ATOM 


1006 


N 


PHE A 


72155. 602 


6. 420 


6. 465 


1. 00 


0. 00 N 




ATOM 


1007 


CA 


PHE A 


72155. 185 


5. 857 


7. 743 


1. 00 


0. 00 c 


5 


ATOM 


1008 


C 


PHE A 


72156. 131 


4. 743 


8. 181 


1. 00 


0. 00 c 




ATOM 


1009 


0 


PHE A 


72156. 903 


4. 218 


7. 379 


1. 00 


0. 00 0 




ATOM 


1010 


CB 


PHE A 


72153. 757 


5. 319 


7. 645 


1. 00 


0. 00 c 




ATOM 


1011 


CG 


PHE A 


72153. 573 


4. 298 


6. 558 


1. 00 


0. 00 c 




ATOM 


1012 


CD1 


PHE A 


72153. 332 


4. 693 


5. 252 


1. 00 


0. 00 c 


10 


ATOM 


1013 


CD2 


PHE A 


72153. 642 


2. 944 


6. 844 


1. 00 


0. 00 c 




ATOM 


1014 


CE1 


PHE A 


72153. 162 


3. 757 


4. 251 


1. 00 


0. 00 c 




ATOM 


1015 


CE2 PHE A 


72153. 474 


2. 002 


5. 846 


1. 00 


0. 00 c 




ATOM 


1016 


CZ 


PHE A 


72153. 234 


2. 409 


4. 548 


1. 00 


0. 00 c 




ATOM 


1017 


H 


PHE A 


72156. 068 


5. 848 


5. 820 


1. 00 


0. 00 H 


15 


ATOM 


1018 


HA 


PHE A 


72155. 213 


6. 647 


8. 479 


1. 00 


0. 00 H 




ATOM 


1019 


1HB 


PHE A 


72153. 488 


4. 857 


8. 583 


1. 00 


0. 00 H 




ATOM 


1020 


2HB 


PHE A 


72153. 083 


6. 140 


7. 448 


1. 00 


0. 00 H 




ATOM 


1021 


HD1 


PHE A 


72153. 277 


5. 746 


5. 019 


1. 00 


0. 00 H 




ATOM 


1022 


HD2 PHE A 


72153. 830 


2. 625 


7. 858 


1. 00 


0. 00 H 


20 


ATOM 


1023 


HE1 


PHE A 


72152. 974 


4. 076 


3. 237 


1. 00 


0. 00 H 




ATOM 


1024 


HE2 PHE A 


72153. 530 


0. 949 


6. 081 


1. 00 


0. 00 H 




ATOM 


1025 


HZ 


PHE A 


72153. 101 


1. 675 


3. 767 


1. 00 


0. 00 H 




ATOM 


1026 


N 


THR A 


73156. 066 


4. 389 


9. 461 


1. 00 


0. 00 N 




ATOM 


1027 


CA 


THR A 


73156. 917 


3. 338 


10. 006 


1. 00 


0. 00 C 


25 


ATOM 


1028 


C 


THR A 


73156. 150 


2. 025 


10. 130 


1. 00 


0. 00 C 




ATOM 


1029 


0 


THR A 


73155. 140 


1. 948 


10. 830 


1. 00 


0.00 0 




ATOM 


1030 


CB 


THR A 


73157. 464 


3. 753 


11.372 


1. 00 


0.00 c 




ATOM 


1031 


0G1 THR A 


73158. 362 


2. 777 


11. 870 


1. 00 


0.00 0 




ATOM 


1032 


CG2 THR A 


73156. 384 


3. 954 


12.413 


1. 00 


0.00 c 
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ATOM 


1033 


H 


THR A 


73155. 431 


4. 845 


10. 052 


■4 ft ft 

1. 00 


ft A ft TT 

0. 00 H 


ATOM 


1034 


HA 


THR A 


73157. 744 


3. 194 


a t\ a a 

9. 326 


< ft A 

l. 00 


ft AA TT 

0. 00 H 


ATOM 


1035 


HB 


THR A 


73158. 000 


4. 685 


11. 266 


■i ft ft 

l. 00 


f\ A A TT 

0. 00 H 


ATOM 


1036 


HG1 


THR A 


73158. 867 


3. 147 


•t ft r" ft ft 

12. 599 


4 A ft 

l. 00 


ft ft ft TT 

0. 00 H 


ATOM 


1037 


1HG2 


THR A 


73155. 632 


4. 627 


12. 027 


l. 00 


ft A A TT 

0. 00 H 


ATOM 


1038 ' 


2HG2 


THR A 


73156. 820 


4. 376 


13. 307 


l. 00 


0. 00 H 


ATOM 


1039 


3HG2 


THR A 


73155. 928 


3. 004 


12. 649 


l. 00 


ft A A TT 

0. 00 H 


ATOM 


1040 


N 


CYS A 


74156. 636 


0. 994 


9. 447 


l. 00 


ft ft ft VT 

0. 00 N 


ATOM 


1041 


CA 


CYS A 


74155. 997 


-0. 316 


9. 480 


l. 00 


ft ft ft A 

0. 00 c 


ATOM 


1042 


C 


CYS A 


74157. 038 


-1. 430 


9. 449 


l. 00 


0. 00 c 


ATOM 


1043 


0 


CYS A 


74158. 223 


-1. 180 


9. 227 


l. 00 


0. 00 0 


ATOM 


1044 


CB 


CYS A 


74155. 035 


-0. 468 


8. 300 


l. 00 


0. 00 c 


ATOM 


1045 


SG 


CYS A 


74153. 348 


0. 085 


8. 647 


l. 00 


0. 00 s 


ATOM 


1046 


H 


CYS A 


74157. 445 


1. 118 


8. 906 


l. 00 


0. 00 H 


ATOM 


1047 


HA 


CYS A 


74155. 437 


-0. 388 


10. 401 


l. 00 


0. 00 H 


ATOM 


1048 


1HB 


CYS A 


74155. 404 


0. 110 


7. 467 


l. 00 


0. 00 H 


ATOM 


1049 


2HB 


CYS A 


74154. 988 


-1. 510 


8. 016 


l. 00 


0. 00 H 


ATOM 


1050 


HG 


CYS A 


74153. 401 


0. 908 


9. 138 


l. 00 


0. 00 H 


ATOM 


1051 


N 


ALA A 


75156. 588 


-2. 660 


9. 672 


l. 00 


0. 00 N 


ATOM 


1052 


CA 


ALA A 


75157. 480 


-3. 812 


9. 669 


l. 00 


0. 00 c 


ATOM 


1053 


C 


ALA A 


75158. 153 


-3. 983 


8. 311 


l. 00 


0. 00 c 


ATOM 


1054 


0 


ALA A 


75157. 610 


-3. 575 


7. 284 


l. 00 


0. 00 0 


ATOM 


1055 


CB 


ALA A 


75156. 716 


-5. 072 


10. 045 


l. 00 


0. 00 c 


ATOM 


1056 


H 


ALA A 


75155. 632 


-2. 796 


9. 844 


l. 00 


0. 00 H 


ATOM 


1057 


HA 


ALA A 


75158. 242 


-3. 646 


10. 418 


l. 00 


0. 00 H 


ATOM 


1058 


1HB 


ALA A 


75157. 123 


-5. 915 


9. 504 


l. 00 


0.00 H 


ATOM 


1059 


2HB 


ALA A' 


75155. 673 


-4. 950 


9. 789 


l. 00 


0. 00 H 


ATOM 


1060 


3HB 


ALA A 


75156. 808 


-5. 247 


11. 106 


l.OO 


0.00 H 


ATOM 


1061 


N 


LEU A 


76159. 336 


-4. 586 


8. 313 


l. 00 


0.00 N 
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ATOM 1062 CA LEU A 76160.083 -4.810 7.082 1.00 0. 00 C 

ATOM 1063 C LEU A 76159.374 -5.828 6.194 1.00 0. 00 C 

ATOM 1064 0 LEU A 76158.801 -6.801 6.683 1.00 0.00 0 

ATOM 1065 CB LEU A 76161.499 -5.293 7.399 1.00 0. 00 C 

5 ATOM 1066 CG LEU A 76162.527 -4.183 7.624 1.00 0. 00 C 

ATOM 1067 CD 1 LEU A 76163.542 -4.599 8.676 1.00 0. 00 C 

ATOM 1068 CD2 LEU A 76163.224 -3.830 6.317 1.00 0. 00 C 

ATOM 1069 H LEU A 76159.717 -4.889 9.165 1.00 0. 00 H 

ATOM 1070 HA LEU A 76160.142 -3.870 6.555 1.00 0. 00 H 

10 ATOM 1071 1HB LEU A 76161.458 -5.903 8.290 1.00 0. 00 H 

ATOM 1072 2HB LEU A 76161.840 -5.907 6.579 1.00 0. 00 H 

ATOM 1073 HG LEU A 76162.020 -3.298 7.981 1.00 0. 00 H 

ATOM 1074 1HD1 LEU A 76163.624 -5.676 8.690 1.00 0. 00 H 

ATOM 1075 2HD1 LEU A 76163.221 -4.250 9.645 1.00 0. 00 H 

15 ATOM 1076 3HD1 LEU A 76164. 504 -4. 168 8. 439 1. 00 0. 00 H 

ATOM 1077 1HD2 LEU A 76163.411 -2.767 6.285 1.00 0. 00 H 

ATOM 1078 2HD2 LEU A 76162.593 -4.110 5.487 1.00 0. 00 H 

ATOM 1079 3HD2 LEU A 76164.160 -4.363 6.254 1.00 0. 00 H 

ATOM 1080 N LYS A 77159.418 -5.596 4.885 1.00 0. 00 N 

20 ATOM 1081 CA LYS A 77158.781 -6.493 3.928 1.00 0. 00 C 

ATOM 1082 C LYS A 77157.274 -6.555 4.159 1.00 0. 00 C 

ATOM 1083 0 LYS A 77156.666 -7.622 4.071 1.00 0.00 0 

ATOM 1084 CB LYS A 77159.384 -7.895 4.030 1.00 0. 00 C 

ATOM 1085 CG LYS A 77160.904 -7.909 3.988 1.00 0. 00 C 
25 ATOM 1086 CD LYS A 77161.429 -7.427 2.644 1.00 0. 00 C 
ATOM 1087 CE LYS A 77162.780 -6.746 2.786 1.00 0. 00 C 
ATOM 1088 NZ LYS A 77163.531 -6.729 1.501 1.00 0. 00 N 
ATOM 1089 H LYS A 77159.891 -4.803 4.556 1.00 0. 00 H 
ATOM 1090 HA LYS A 77158. 964 -6. 103 2. 937 1. 00 0. 00 H 
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1091 1HB LYS A 77159.067 -8.344 4.960 1.00 0. 00 H 

1092 2HB LYS A 77159.017 -8.493 3.208 1.00 0. 00 H 

1093 1HG LYS A 77161.281 -7.260 4.764 1.00 0. 00 H 

1094 2HG LYS A 77161.249 -8.917 4.159 1.00 0. 00 H 

1095 1HD LYS A 77161.531 -8.274 1.984 1.00 0. 00 H 

1096 2HD LYS A 77160.724 -6.725 2.224 1.00 0. 00 H 

1097 1HE LYS A 77162.624 -5.730 3.116 1.00 0. 00 H 

1098 2HE LYS A 77163.360 -7.279 3.526 1.00 0. 00 H 

1099 1HZ LYS A 77163.321 -7.587 0.952 1.00 0. 00 H 

1100 2HZ LYS A 77164.554 -6.690 1.685 1.00 0. 00 H 

1101 3HZ LYS A 77163.260 -5.896 0.940 1.00 0. 00 H 

1102 N LYS A 78156.678 -5.405 4.456 1.00 0. 00 N 

1103 CA LYS A 78155.242 -5.330 4.698 1.00 0. 00 C 

1104 C LYS A 78154.699 -3.953 4.332 1.00 0. 00 C 

1105 0 LYS A 78153.843 -3.405 5.028 1.00 0.00 0 

1106 CB LYS A 78154.935 -5.640 6.166 1.00 0. 00 C 

1107 CG LYS A 78155.495 -6.973 6.635 1.00 0. 00 C 

1108 CD LYS A 78155.154 -7.238 8.094 1.00 0. 00 C 

1109 CE LYS A 78154.009 -8.229 8.228 1.00 0. 00 C 

1110 NZ LYS A 78153.330 -8.117 9.549 1.00 0. 00 N 

1111 H LYS A 78157.215 -4.588 4.511 1.00 0. 00 H 

1112 HA LYS A 78154.761 -6.070 4.077 1.00 0. 00 H 

1113 1HB LYS A 78155.357 -4.859 6.782 1.00 0. 00 H 

1114 2HB LYS A 78153.865 -5.654 6.302 1.00 0. 00 H 

1115 1HG LYS A 78155.075 -7.762 6.029 1.00 0. 00 H 

1116 2HG LYS A 78156.568 -6.962 6.522 1.00 0. 00 H 

1117 1HD LYS A 78156.025 -7.640 8.589 1.00 0. 00 H 

1118 2HD LYS A 78154.869 -6.307 8.561 1.00 0. 00 H 

1119 1HE LYS A 78153.289 -8.036 7.447 1.00 0. 00 H 





ATOM 




ATOM 




ATOM 




ATOM 


5 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


10 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


15 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


20 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


25 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 
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812 




ATOM 


1120 


2HE 


LYS A 


78154. 401 


-9. 230 




ATOM 


1121 


1HZ 


LYS A 


78154. 026 


-8. 210 




ATOM 


1122 


2HZ 


LYS A 


78152. 618 


-8. 867 




ATOM 


1123 


3HZ 


LYS A 


78152. 859 


-7. 194 


5 


ATOM 


1124 


N 


ALA A 


79155. 202 


-3. 396 




ATOM 


1125 


CA 


ALA A 


79154. 767 


-2. 084 




ATOM 


1126 


C 


ALA A 


79154. 653 


-2. 043 




ATOM 


1127 


0 


ALA A 


79155. 661 


-2. 028 




ATOM 


1128 


CB 


ALA A 


79155. 726 


-1. 009 


10 


ATOM 


1129 


H 


ALA A 


79155. 881 


-3. 882 




ATOM 


1130 


HA 


ALA A 


79153. 795 


-1. 886 




ATOM 


1131 


1HB 


ALA A 


79156. 708 


-1. 437 




ATOM 


1132 


2HB 


ALA A 


79155. 374 


-0. 614 




ATOM 


1133 


3HB 


ALA A 


79155. 776 


-0. 212 


15 


ATOM 


1134 


N 


LEU A 


80153. 421 


-2. 027 




ATOM 


1135 


CA 


LEU A 


80153. 175 


-1. 988 




ATOM 


1136 


C 


LEU A 


80152. 304 


-0. 792 




ATOM 


1137 


0 


LEU A 


80151. 153 


-0. 696 




ATOM 


1138 


CB 


LEU A 


80152. 504 


-3. 285 


20 


ATOM 


1139 


CG 


LEU A 


80152. 136 


-3. 336 




ATOM 


1140 


CDl 


LEU A 


80153. 365 


-3. 626 




ATOM 


1141 


CD2 LEU A 


80151. 059 


-4. 382 




ATOM 


1142 


H 


LEU A 


80152. 657 


-2. 040 




ATOM 


1143 


HA 


LEU A 


80154. 128 


-1. 893 


25 


ATOM 


1144 


1HB 


LEU A 


80153. 173 


-4. 106 




ATOM 


1145 


2HB 


LEU A 


80151. 600 


-3. 421 




ATOM 


1146 


HG 


LEU A 


80151. 744 


-2. 374 




ATOM 


1147 


1HD1 LEU A 


80154. 197 


-3. 037 




ATOM 


1148 


2HD1 LEU A 


80153. 163 


-3. 372 




PCT/JP2003/010288 



8. 117 1. 00 0. 00 H 
10. 317 1. 00 0. 00 H 

9. 649 1. 00 0. 00 H 
9. 632 1. 00 0. 00 H 
3. 235 1. 00 0. 00 N 

2. 776 1. 00 0. 00 C 

1. 255 1. 00 0. 00 C 
0. 548 1. 00 0. 00 0 

3. 264 1. 00 0. 00 C 

2. 722 1. 00 0. 00 H 

3. 204 1. 00 0. 00 H 

3. 397 1. 00 0. 00 H 

4. 205 1. 00 0. 00 H 
2. 535 1. 00 0. 00 H 

0. 759 1. 00 0. 00 N 
-0. 678 1. 00 0. 00 C 
-1. 048 1. 00 0. 00 C 
-0. 626 1. 00 0. 00 0 
-1. 136 1. 00 0. 00 C 
-2. 619 1. 00 0. 00 C 
-3. 465 1. 00 0. 00 C 
-2. 864 1. 00 0. 00 C 

1. 374 1. 00 0. 00 H 
-1. 175 1. 00 0. 00 H 
-0. 923 1. 00 0. 00 H 
-0. 560 1. 00 0. 00 H 
-2. 919 1. 00 0. 00 H 
-3. 105 1. 00 0. 00 H 
-4. 494 1. 00 0. 00 H 
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ATOM 


1149 3HD1 LEU A 


80153. 612 




ATOM 


1150 1 


IHD2 LEU A 


80150. 214 




ATOM 


1151 2HD2 LEU A 


80151. 455 




ATOM 


.1152 3HD2 LEU A 


80150. 743 


5 


ATOM 


1153 


XT T\TT"T* A 

N PHE A 


81152. 863 




ATOM 


1154 


CA PHE A 


81152. 138 




ATOM 


1155 


C PHE A 


81151. 403 




ATOM 


1156 


0 PHE A 


81151. 916 




ATOM 


1157 


/■t -rx Vn TTT1 A 

CB PHE A 


81153. 099 


10 


ATOM 


1158 


CG PHE A 


81153. 731 




ATOM 


1159 


CD1 PHE A 


81153. 185 




ATOM 


1160 


CD 2 PHE A 


81154. 870 




ATOM 


1161 


CE1 PHE A 


81153. 763 




ATOM 


1162 


CE2 PHE A 


81155. 454 


15 


ATOM 


1163 


CZ PHE A 


81154. 899 




ATOM 


1164 


H PHE A 


81153. 785 




ATOM 


1165 


HA PHE A 


81151.413 




ATOM 


1166 


4 T TT\ TMTT1 > 

1HB PHE A 


81153. 892 




ATOM 


.1167 


2HB PHE A 


81152. 561 


20 


ATOM 


1168 


TTT\ "t TVTT'O A 

HD1 PHE A 


81152. 296 




ATOM 


1 1 69 


HD2 PHE A 


81155. 305 




ATOM 


H70 


HE1 PHE A 


81153. 327 




ATOM 


ll7l 


HE 2 PHE A 


81156. 342 




ATOM 


H72 


HZ PHE A 


81155. 353 


25 


ATOM 


H73 


N VAL A 


82150. 201 




ATOM 


H74 


CA VAL A 


82149. 396 




ATOM 


H75 


C VAL A 


82148. 446 




ATOM 


H76 


0 VAL A 


82148. 236 




ATOM 


H77 


CB VAL A 


82148. 577 



0. 117 -1. 841 1. 00 0. 00 N 

1. 308 -2. 268 1. 00 0. QQ C 

1. 057 -3. 581 1. 00 0. 00 C 

0. 377 -4. 471 1. 00 0. 00 0 

2. 487 -2. 424 1. 00 0. 00 C 

2. 923 -1. 133 1. 00 0. 00 C 

3. 960 -0. 395 1. 00 0. 00 C 
2. 294 -0. 657 1. 00 0. 00 C 

4. 364 0. 794 1. 00 0. 00 C 
2. 693 0. 531 1. 00 0.00 C 
3.729 1. 258 1. 00 0.00 C 

-0. 016 -2. 145 1. 00 0. 00 H 

1. 545 -1. 504 1. 00 0. 00 H 

2. 208 -3. 104 1. 00 0. 00 H 

3. 330 -2. 834 1. 00 0. 00 H 

4. 456 -0. 756 1. 00 0. 00 H 

1. 485 -1. 225 1. 00 0. 00 H 

5. 173 1. 360 1. 00 0. 00 H 

2. 196 0. 891 1. 00 0. 00 H 
4. 042 2. 186 1. 00 0. 00 H 
1. 611 -3. 696 1. 00 0. 00 N 

1. 450 -4. 900 1. 00 0. 00 C 

2. 627 -5. 088 1. 00 0. 00 C 

3. 421 -4. 169 1. 00 0. 00 0 
0. 146 -4. 859 1. 00 0. 00 C 



WO 2004/016781 

w 814 



ATOM 


1178 


CGI 


VAL A 


82149. 478 


-1. 058 


ATOM 


1179 


CG2 VAL A 


82147. 835 


0. 023 


ATOM 


1180 


H 


VAL A 


82149. 847 


2. 143 


ATOM 


1181 


HA 


VAL A 


82150. 067 


1. 402 


ATOM 


1182 


HB 


VAL A 


82147. 848 


0. 177 


ATOM 


1183 


1HG1 


VAL A 


82149. 960 


-0. 970 


ATOM 


1184 2HG1 VAL A 


82148. 885 


-1. 960 


ATOM 


1185 


3HG1 


VAL A 


82150. 228 


-1. 099 


ATOM 


1186 


1HG2 VAL A 


82146. 962 


0. 660 


ATOM 


1187 


2HG2 


VAL A 


82148. 485 


0. 325 


ATOM 


1188 


3HG2 


VAL A 


82147. 529 


-1. 002 


ATOM 


1189 


N 


LYS A 


83147. 874 


2. 735 


ATOM 


1190 


CA 


LYS A 


83146. 945 


3. 817 


ATOM 


1191 


C 


LYS A 


83145. 663 


3. 685 


ATOM 


1192 


0 


LYS A 


83144. 975 


2. 666 


ATOM 


1193 


CB 


LYS A 


83146. 615 


3. 825 


ATOM 


1194 


CG 


LYS A 


83147. 845 


3. 823 


ATOM 


1195 


CD 


LYS A 


83147. 465 


3.755 


ATOM 


1196 


CE 


LYS A 


83148. 155 


4. 845 


ATOM 


1197 


NZ 


LYS A 


83148. 563 


4. 364 


ATOM 


1198 


H 


LYS A 


83148. 081 


2. 072 


ATOM 


1199 


HA 


LYS A 


83147. 425 


4. 749 


ATOM 


1200 


1HB 


LYS A 


83146. 027 


2. 949 


ATOM 


1201 


2HB 


LYS A 


83146. 034 


4. 707 


ATOM 


1202 


1HG 


LYS A 


83148. 406 


4. 728 


ATOM 


1203 


2HG 


LYS A 


83148. 454 


2. 966 


ATOM 


1204 


1HD 


LYS A 


83147. 757 


2. 793 


ATOM 


1205 


2HD 


LYS A 


83146. 396 


3. 874 


ATOM 


1206 


1HE 


LYS A 


. 83147.475 


5. 675 



PCT/JP2003/0 10288 

5. 087 1. 00 0. 00 C 

3. 537 1. 00 0. 00 C 

2. 953 1. 00 0. 00 H 

•5. 746 1. 00 0. 00 H 

•5. 655 1. 00 0. 00 H 

-6. 049 1. 00 0. 00 H 

-5. 063 1. 00 0. 00 H 

-4. 311 1. 00 0. 00 H 

-3. 553 1. 00 0. 00 H 

-2. 729 1. 00 0. 00 H 

-3. 389 1. 00 0. 00 H 

-6. 282 1. 00 0. 00 N 

-6. 590 1. 00 0. 00 C 

-5. 774 1. 00 0. 00 C 

-5. 840 1. 00 0. 00 0 

-8. 083 1. 00 0. 00 C 

-8. 977 1. 00 0. 00 C 

10. 449 1. 00 0. 00 C 

11. 255 1. 00 0. 00 C 

12. 604 1. 00 0. 00 N 
-6. 973 1. 00 0. 00 H 
-6. 331 1. 00 0. 00 H 
-8.314 1.00 0. 00 H 
-8. 307 1. 00 0. 00 H 
-8. 802 1. 00 0. 00 H 
-8. 732 1. 00 0. 00 H 
-10. 842 L 00 0. 00 H 
-10. 542 1. 00 0. 00 H 
-11.370 1.00 0. 00 H 



WO 2004/016781 



815 





ATOM 


1207 : 


2 HE 


LYS A 


83149. 033 


5. 171 • 




ATOM 


1208 


1HZ 


LYS A 


83147. 980 


3. 549 • 




ATOM 


1209 2HZ 


LYS A 


83149.561 


4. 075 • 




ATOM 


1210 


3HZ 


LYS A 


83148. 440 


5. 122 


5 


ATOM 


1211 


N 


LEU A 


84145. 351 


4. 722 




ATOM 


1212 


CA 


LEU A 


84144. 153 


4. 729 




ATOM 


1213 


C 


LEU A 


84142. 897 


4. 559 




ATOM 


1214 


0 


LEU A 


84141. 895 


4. 013 




ATOM 


1215 


CB 


LEU A 


84144. 074 


6. 032 


10 


ATOM 


1216 


CG 


LEU A 


84142. 801 


6. 209 




ATOM 


1217 


CD1 LEU A 


84142. 854 


5. 339 




ATOM 


1218 


CD 2 LEU A 


84142. 610 


7. 670 




ATOM 


1219 


H 


LEU A 


84145. 941 


5. 504 




ATOM 


1220 


HA 


LEU A 


84144. 224 


3. 900 


15 


ATOM 


1221 


1HB 


LEU A 


84144. 923 


6. 075 




ATOM 


1222 


2HB 


LEU A 


84144. 141 


6. 857 




ATOM 


1223 


HG 


LEU A 


84141. 949 


5. 898 




ATOM 


1224 


1HD1 LEU A 


84143. 534 


4. 516 




ATOM 


1225 


2HD1 


LEU A 


84141. 868 


4. 954 


20 


ATOM 


1226 


3HD1 


LEU A 


84143. 199 


5. 929 




ATOM 


1227 


1HD2 LEU A 


84141. 604 


7. 821 




ATOM 


1228 


2HD2 


LEU A 


84142. 778 


8. 290 




ATOM 


1229 


3HD2 


LEU A 


84143. 315 


7. 939 




ATOM 


1230 


N 


LYS A 


85142. 959 


5.029 


25 


ATOM 


1231 


CA 


LYS A 


85141. 824 


4. 929 




ATOM 


1232 


C 


LYS A 


85141. 496 


3. 470 




ATOM 


1233 


0 


LYS A 


85140. 349 


3. 130 




ATOM 


1234 


CB 


LYS A 


85142. 121 


5. 677 




ATOM 


1235 


CG 


LYS A 


85143. 275 


5.088 



PCT/JP2003/010288 

10. 717 1. 00 0. 00 H 

12.884 1.00 0. 00 H 

12. 595 1. 00 0. 00 H 

13. 306 1. 00 0. 00 H 
-5. 006 1. 00 0. 00 N 
-4. 174 1. 00 0. 00 C 
-5. 024 1. 00 0. 00 C 
-4. 564 1. 00 0. 00 0 
-3. 377 1. 00 0. 00 C 
-2. 545 1. 00 0. 00 C 
-1. 299 1. 00 0. 00 C 
-2. 171 1. 00 0. 00 C 
-4. 998 1. 00 0. 00 H 
-3. 486 1. 00 0. 00 H 
-2. 712 1. 00 0. 00 H 
-4.071 1. 00 0. 00 H 
-3. 133 1. 00 0. 00 H 
-1. 464 1. 00 0. 00 H 
-1. 086 1. 00 0. 00 H 
-0. 463 1. 00 0. 00 H 
-1. 808 1. 00 0. 00 H 
-3. 039 1. 00 0. 00 H 
-1. 396 1. 00 0. 00 H 
-6. 266 1. 00 0. 00 N 
-7. 178 1. 00 0. 00 C 
-7. 482 1. 00 0. 00 C 
-7. 773 1. 00 0. 00 0 
-8. 479 1. 00 0. 00 C 
-9. 271 1. 00 0. 00 C 
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6. 071 -10. 302 1. 00 0. 00 C 

5. 694 -11. 709 1. 00 0. 00 C 

6.020 -12.719 1.00 0.00 N 

5. 454 -6. 576 1. 00 0. 00 H 

5. 383 -6. 697 1. 00 0. 00 H 

5. 658 -9. 100 1. 00 0. 00 H 

6. 703 -8. 242 1. 00 0. 00 H 
4. 830 -8. 590 1. 00 0. 00 H 
4. 197 -9. 779 1. 00 0. 00 H 

7. 057 -10. 072 1. 00 0. 00 H 
6. 077 -10. 257 1. 00 0. 00 H 

4. 634 -11. 740 1. 00 0. 00 H 
6. 235 -11. 950 1. 00 0. 00 H 
6. 290 -13. 620 1. 00 0. 00 H 

5. 195 -12. 881 1. 00 0. 00 H 

6. 811 -12. 384 1. 00 0. 00 H 
2. 612 -7. 413 1. 00 0. 00 N 
1. 190 -7. 681 1. 00 0. 00 C 
0. 396 -6. 381 1. 00 0. 00 C 

-0. 748 -6. 314 1. 00 0. 00 0 

0. 661 -8. 554 1. 00 0. 00 C 

1. 607 -9. 546 1. 00 0. 00 0 
2.941 -7.176 1.00 0. 00 H 
1.071 -8.211 1.00 0. 00 H 

0. 460 -7. 936 1. 00 0. 00 H 
-0. 249 -9. 042 1. 00 0. 00 H 

1. 505 -9. 761 1. 00 0. 00 H 
1. Oil -5. 347 1. 00 0. 00 N 
0. 362 -4. 047 1. 00 0. 00 C 





ATOM 


1236 


CD 


LYS A 


85143. 806 




ATOM 


1237 


CE 


LYS A 


85143. 372 




ATOM 


1238 


NZ 


LYS A 


85144. 416 




ATOM 


1239 


H 


LYS A 


85143. 785 


5 


ATOM 


1240 


HA 


LYS A 


85140. 972 




ATOM 


1241 


1HB 


LYS A 


85141. 238 




ATOM 


1242 


2HB 


LYS A 


85142. 362 




ATOM 


1243 


1HG 


LYS A 


85144. 072 




ATOM 


1244 


2HG 


LYS A 


85142. 932 


10 


ATOM 


1245 


1HD 


LYS A 


85143. 430 




ATOM 


1246 


2HD 


LYS A 


85144. 886 




ATOM 


1247 


1HE 


LYS A 


85143. 174 




ATOM 


1248 


2HE 


LYS A 


85142. 469 




ATOM 


1249 


1HZ 


LYS A 


85143. 971 


15 


ATOM 


1250 


2HZ 


LYS A 


85145. 027 




ATOM 


1251 


3HZ 


LYS A 


85145. 003 




ATOM 


1252 


N 


SER A 


86142. 509 




ATOM 


1253 


CA 


SER A 


86142. 324 




ATOM 


1254 


C 


SER A 


86142. 256 


20 


ATOM 


1255 


0 


SER A 


86142. 707 




ATOM 


1256 


CB 


SER A 


86143. 464 




ATOM 


1257 


OG 


SER A 


86143. 828 




ATOM 


1258 


H 


SER A 


86143. 401 




ATOM 


1259 


HA 


SER A 


86141. 392 


25 


ATOM 


1260 


1HB 


SER A 


86144. 326 




ATOM 


1261 


2HB 


SER A 


86143. 149 




ATOM 


1262 


HG 


SER A 


86144. 758 




ATOM 


1263 


N 


CYS A 


87141. 689 




ATOM 


1264 


CA 


CYS A 


87141. 562 
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^ 817 ^ 

ATOM 1265 C CYS A 87140. 106 0. 024 -3. 747 1. 00 0. 00 C 

ATOM 1266 0 CYS A 87139.191 0.546 -4.385 1.00 0.00 0 

ATOM 1267 CB CYS A 87142.126 1.263 -2.946 1.00 0. 00 C 

ATOM 1268 SG CYS A 87143.933 1.305 -2.880 1.00 0. 00 S 

5 ATOM 1269 H CYS A 87141.349 1.923 -5.461 1.00 0. 00 H 

ATOM 1270 HA CYS A 87142.132 -0.554 -4.077 1.00 0. 00 H 

ATOM 1271 1HB CYS A 87141.781 2.273 -3.106 1.00 0. 00 H 

ATOM 1272 2HB CYS A 87141.769 0.914 -1.989 1.00 0. 00 H 

ATOM 1273 HG CYS A 87144.197 1.221 -1.961 1.00 0. 00 H 

10 ATOM 1274 N ARG A 88139. 898 -0. 854 -2. 772 1. 00 0. 00 N 

ATOM 1275 CA ARG A 88138.553 -1.266 -2.385 1.00 0. 00 C 

ATOM 1276 C ARG A 88138. 447 -1. 417 -0. 869 1. 00 0. 00 C 

ATOM 1277 0 ARG A 88139. 403 -1. 831 -0. 212 1. 00 0. 00 0 

ATOM 1278 CB ARG A 88138. 183 -2. 584 -3. 071 1. 00 0. 00 C 

15 ATOM 1279 CG ARG A 88137. 314 -2.402 -4.306 1.00 0. 00 C 

ATOM 1280 CB ARG A 88135.890 -2.876 -4.063 1.00 0. 00 C 

ATOM 1281 NE ARG A 88134. 910 -2. 045 -4. 758 1. 00 0. 00 N 

ATOM 1282 CZ ARG A 88133.621 -2.356 -4.870 1.00 0. 00 C 

ATOM 1283 NH1 ARG A 88133. 152 -3. 476 -4. 333 1. 00 0. 00 N 

20 ATOM 1284 NH2 ARG A 88132.797 -1.545 -5.519 1.00 0. 00 N 

ATOM 1285 H ARG A 88140. 668 -1. 236 -2. 302 1. 00 0. 00 H 

ATOM 1286 HA ARG A 88137.868 -0.497 -2.707 1.00 0. 00 H 

ATOM 1287 1HB ARG A 88139.090 -3.088 -3.366 1.00 0. 00 H 

ATOM 1288 2HB ARG A 88137.648 -3.205 -2.368 1.00 0. 00 H 

25 ATOM 1289 1HG ARG A 88137.293 -1.355 -4.569 1.00 0. 00 H 

ATOM 1290 2HG ARG A 88137.739 -2.972 -5.119 1.00 0. 00 H 

ATOM 1291 1HD ARG A 88135.798 -3.893 -4.413 1.00 0. 00 H 

ATOM 1292 2HD ARG A 88135.689 -2.842 -3.001 1.00 0. 00 H 

ATOM 1293 HE ARG A 88135.230 -1.212 -5.164 1.00 0. 00 H 
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818 





ATOM 


1294 


1HH1 


ARG A 


88133. 766 


-4. 092 




ATOM 


1295 


2HH1 


ARG A 


88132. 182 


-3. 703 




ATOM 


1296 


1HH2 ARG A 


88133. 145 


-0. 699 




ATOM 


1297 2HH2 ARG A 


88131. 829 


-1. 778 


5 


ATOM 


1298 


XT 

N 


"nil r\ a 

PRO A 


89137. 281 


-1. 084 




ATOM 


1299 


CA 


PRO A 


89137. 064 


-1. 190 




ATOM 


1300 


c 


PRO A 


89137. 008 


-2. 639 




ATOM 


1301 


0 


PRO A 


89136. 039 


-3. 351 




ATOM 


1302 


CB 


PRO A 


89135. 714 


-0. 504 


10 


ATOM 


1303 


CG 


PRO A 


89135. 018 


-0. 570 




ATOM 


1304 


CD 


PRO A 


89136. 088 


-0. 585 




ATOM 


1305 


HA 


PRO A 


89137. 830 


-0. 665 




ATOM 


1306 


1HB 


PRO A 


89135. 163 


-1. 036 




ATOM 


1307 


2HB 


PRO A 


89135. 871 


0. 517 


15 


ATOM 


1308 


1HG 


PRO A 


89134. 429 


-1. 472 




ATOM 


1309 


2HG 


PRO A 


89134. 387 


0. 298 




ATOM 


•t ft i n 

1310 


1HD 


PRO A 


89135. 811 


-1. 255 




ATOM 


1311 


2HD 


PRO A 


89136. 256 


0.411 




ATOM 


1312 


N 


ASP A 


90138. 054 


-3. 069 


20 


ATOM 


1313 


CA 


ASP A 


90138. 128 


-4. 434 




ATOM 


1 O 1 A 

1314 


C 


ASP A 


90137. 164 


-4. 636 




ATOM 


1315 


0 


ASP A 


90137. 120 


-3. 830 




ATOM 


1316 


CB 


ASP A 


90139. 555 


-4. 759 




ATOM 


1317 


CG 


ASP A 


90139. 889 


-6. 229 


25 


ATOM 


1318 


0D1 


ASP A 


90139. 585 


-6. 796 




ATOM 


1319 


0D2 ASP A 


90140. 457 


-6.814 




ATOM 


1320 


H 


ASP A 


90138. 797 


-2. 454 




ATOM 


1321 


HA 


ASP A 


90137. 848 


-5. 101 




ATOM 


1322 


1HB 


ASP A 


90140. 248 


-4. 184 




PCT/JP2003/010288 



3. 841 1. 00 0. 00 H 

4.421 1. 00 0. 00 H 

5. 925 1. 00 0. 00 H 

•5. 604 1. 00 0. 00 H 

•0. 289 1. 00 0. 00 N 

1. 153 1. 00 0. 00 C 

1. 622 1. 00 0. 00 C 

1. 359 1. 00 0. 00 0 

1. 370 1. 00 0. 00 C 

0. 057 1.00 0.00 C 
-0. 997 1. 00 0. 00 C 

1. 706 1. 00 0. 00 H 

2. 125 1. 00 0. 00 H 

1. 682 1. 00 0. 00 H 
0. 000 1. 00 0. 00 H 

-0. 066 1. 00 0. 00 H 

-1. 793 1. 00 0. 00 H 

-1.381 1.00 0.00 H 

2. 319 1. 00 0. 00 N 

2. 825 1. 00 0. 00 C 

3. 990 1. 00 0. 00 C 

4. 918 1. 00 0. 00 0 
3. 267 1. 00 0. 00 C 

3. 108 1. 00 0. 00 C 
2. 037 1. 00 0. 00 0 

4. 055 1.00 0. 00 0 
2.495 1.00 0. 00 H 
2. 023 1. 00 0. 00 H 
2. 671 1. 00 0. 00 H 



WO 2004/016781 



819 





ATOM 


1323 2HB 


ASP A 


90139. 673 


-4. 491 




ATOM 


1324 


AT 

N 


SER A 


91136. 396 


-5. 720 




ATOM 


1325 


CA 


SER A 


91135. 434 


-6. 029 




ATOM 


1326 


c 


SER A 


91135. 792 


-7. 340 


5 


ATOM 


1327 


0 


SER A 


91134. 923 


-8. 023 




ATOM 


1328 


CB 


SER A 


91134. 023 


-6. 119 




ATOM 


1329 


OG 


SER A 


91133. 050 


-5.735 




ATOM 


1330 


TT 

H 


SER A 


91136. 479 


-6. 326 




ATOM 


1331 


HA 


SER A 


91135. 465 


-5. 230 


10 


ATOM 


1332 


1HB 


SER A 


91133. 946 


-5. 467 




ATOM 


1333 


2HB 


SER A 


91133. 828 


-7. 138 




ATOM 


1334 


HG 


SER A 


91132. 215 


-6. 165 




ATOM 


1335 


N 


ARG A 


92137. 076 


-7. 684 




ATOM 


1336 


CA 


ARG A 


92137. 546 


-8. 913 


15 


ATOM 


1337 


C 


ARG A 


92137. 347 


-8. 863 




ATOM 


1338 


0 


ARG A 


92137. 151 


-9. 893 




ATOM 


1339 


CB 


ARG A 


92139.023 


-9. 143 




ATOM 


1340 


CG 


ARG A 


92139. 262 


-9. 692 




ATOM 


1341 


CD 


ARG A 


92140.006 


-11. 019 


20 


ATOM 


1342 


NE 


ARG A 


92139. 227 


-12. 063 




ATOM 


1343 


CZ 


ARG A 


92139. 480 


-13. 364 




ATOM 


1344 


NH1 


[ ARG A 


92140. 489 


-13. 785 




ATOM 


1345 


NH2 ARG A 


92138. 723 


-14. 248 




ATOM 


1346 


H 


ARG A 


92137. 723 


-7. 099 


25 


ATOM 


1347 


HA 


ARG A 


92136. 968 


-9. 731 




ATOM 


1348 


1HB 


ARG A 


92139. 550 


-8. 203 




ATOM 


1349 


2HB 


ARG A 


92139. 432 


-9. 842 




ATOM 


1350 


1HG 


ARG A 


92138. 308 


-9. 841 




ATOM 


1351 


2HG 


ARG A 


92139. 847 


-8. 978 




PCT/JP2003/010288 



4. 307 1. 00 0. 00 H 

3. 935 1. 00 0. 00 N 

4. 986 1. 00 0. 00 C 

5. 682 1. 00 0. 00 C 

6. 222 t. 00 0. 00 0 

4. 404 1. 00 0. 00 C 

5. 359 1. 00 0. 00 0 
3. 170 1. 00 0. 00 H 
5. 712 1. 00 0. 00 H 

3. 547 1. 00 0. 00 H 

4. 100 1. 00 0. 00 H 

5. 157 1. 00 0.00 H 
5.665 1.00 0. 00 N 

6. 293 1. 00 0. 00 C 

7. 804 1. 00 0. 00 C 

8. 448 1. 00 0. 00 0 
5. 969 1. 00 0. 00 C 
4. 571 1. 00 0. 00 C 

4. 610 1. 00 0. 00 C 

5. 272 1. 00 0. 00 N 
5. 153 1. 00 0. 00 C 

4. 400 1. 00 0. 00 N 

5. 790 1. 00 0. 00 N 
5.218 1.00 0. 00 H 

5. 893 1. 00 0. 00 H 

6. 057 1. 00 0. 00 H 
6. 684 1. 00 0. 00 H 
4. 086 1. 00 0. 00 H 
4. 010 1. 00 0. 00 H 



WO 2004/016781 




PCT/JP2003/010288 





ATOM 


1352 


1HD 


ARG A 


92140. 217 - 


-11. 328 


3. 597 


1. 00 


0. 00 H 




ATOM 


1353 


2HD 


ARG A 


92140. 934 - 


-10. 880 


5. 144 


1. 00 


0. 00 H 




ATOM 


1354 


HE 


ARG A 


92138. 476 ■ 


-11. 780 


5. 835 


1. 00 


0. 00 H 




ATOM 


1355 


1HH1 


ARG A 


92141. 063 • 


-13. 125 


3. 917 


1. 00 


0. 00 H 


5 


ATOM 


1356 


2HH1 


ARG A 


92140. 674 • 


-14. 765 


4. 314 


1. 00 


0. 00 H 




ATOM 


1357 


1HH2 ARG A 


92137. 962 


-13. 936 


6. 358 


1. 00 


0. 00 H 




ATOM 


1358 


2HH2 


ARG A 


92138. 913 


-15. 226 


5. 700 


1. 00 


0.00 H 




ATOM 


1359 


N 


PHE A 


93137. 397 


-7. 659 


8. 364 


1. 00 


0. 00 N 




ATOM 


1360 


CA 


PHE A 


93137. 223 


-7. 476 


9. 800 


1. 00 


0. 00 C 


10 


ATOM 


1361 


C 


PHE A 


93135. 885 


-6. 812 


10. 112 


1. 00 


0. 00 C 




ATOM 


1362 


0 


PHE A 


93135. 734 


-6. 155 


11. 142 


1. 00 


0.00 0 




ATOM 


1363 


CB 


PHE A 


93138. 367 


-6. 637 


10. 371 


1. 00 


0. 00 c 




ATOM 


1364 


CG 


PHE A 


93139. 721 


-7. 254 


10. 173 


1. 00 


0. 00 c 




ATOM 


1365 


CD1 


PHE A 


93140. 279 


-7. 342 


8. 908 


1. 00 


0. 00 c 


15 


ATOM 


1366 


CD2 


PHE A 


93140. 437 


-7. 747 


11. 253 


1. 00 


0.00 c 




ATOM 


1367 


CE1 


PHE A 


93141. 526 


-7. 910 


8. 722 


1. 00 


0. 00 c 




ATOM 


1368 


CE2 PHE A 


93141. 684 


-8. 317 


11. 074 


1. 00 


0. 00 c 




ATOM 


1369 


CZ 


PHE A 


93142. 229 


-8. 398 


9. 806 


1. 00 


0. 00 c 




ATOM 


1370 


H 


PHE A 


93137. 557 


-6. 874 


7. 799 


1. 00 


0. 00 H 


20 


ATOM 


1371 


HA 


PHE A 


93137. 241 


-8. 453 


10. 262 


1. 00 


0. 00 H 




ATOM 


1372 


1HB 


PHE A 


93138. 369 


-5. 670 


9. 889 


1. 00 


0. 00 H 




ATOM 


1373 


2HB 


PHE A 


93138. 212 


-6. 504 


11. 432 


1. 00 


0. 00 H 




ATOM 


1374 


HD1 


PHE A 


93139. 730 


-6. 960 


8. 059 


1. 00 


0. 00 H 




ATOM 


1375 


HD2 


PHE A 


93140.012 


-7. 685 


12. 243 


1. 00 


0. 00 H 


25 


ATOM 


1376 


HE1 


PHE A 


93141. 949 


-7. 972 


7. 731 


1. 00 


0. 00 H 




ATOM 


1377 


HE2 


PHE A 


93142. 231 


-8. 697 


11. 923 


1. 00 


0. 00 H 




ATOM 


1378 


HZ 


PHE A 


93143. 202 


-8. 842 


9. 664 


1. 00 


0. 00 H 




ATOM 


1379 


N 


ALA A 


94134.916 


-6. 986 


9. 218 


1. 00 


0. 00 N 




ATOM 


1380 


CA 


ALA A 


94133. 595 


-6. 401 


9. 405 


1. 00 


0. 00 C 



WO 2004/016781 
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ATOM 


1381 


C 


ALA A 


rt. a i c\ c\ rt a rt 

94132. 702 


-7. 316 


1 A O O 1 

10. 237 


1 AH 

1. ou 


AAA A 

0. 00 I 




ATOM 


1382 


0 


ALA A 


94132. 468 


C\ A rt A 

-8. 468 


A Ci *7 A 

9. 874 


1 f\f\ 

1. 00 


AAA A 

0. 00 0 




ATOM 


1383 


CB 


ALA A 


94132. 949 


rt 1 H H 

-6. 115 


o nro 

8. 058 


1 A A 

1. 00 


AAA P 

0. 00 L 




ATOM 


1384 


H 


ALA A 


94135. 094 


-7. 520 


8. 415 


1 A A 

1. 00 


A A A TT 

0. 00 H 


5 


ATOM 


1385 


HA 


ALA A 


94133. 716 


-5. 462 


9. 925 


1 n A 

l. 00 


A A A TT 

0. 00 H 




ATOM 


1386 


1HB 


ALA A 


94133. 541 


-5. 389 


7. 522 


1 /l A 

1. 00 


A A A TT 

0. 00 H 




ATOM 


1387 


2HB 


ALA A 


94131. 953 


-5. 726 


8. 211 


1. 00 


A A A TT 

0. 00 H 




ATOM 


1388 


3HB 


ALA A 


94132. 893 


-7. 029 


n a rt a 

7. 484 


1 rt f\ 

1. 00 


rt rt rt TT 

0. 00 H 




ATOM 


1389 


N 


SER A 


95132. 209 


-6. 796 


11. 355 


1. 00 


rt rt rt \T 

0. 00 N 


10 


ATOM 


1390 


CA 


SER A 


95131. 342 


-7. 566 


12. 239 


1. 00 


rt rt rt rt 

0. 00 C 




ATOM 


1391 


C 


SER A 


95129. 945 


-7. 708 


11. 644 


1. 00 


rt rt rt rt 

0. 00 C 




ATOM 


1392 


0 


SER A 


95129. 179 


-6. 746 


11. 599 


1. 00 


0. 00 0 




ATOM 


1393 


CB 


SER A 


95131. 257 


-6. 899 


13. 614 


1. 00 


0. 00 C 




ATOM 


1394 


OG 


SER A 


95132. 407 


-7. 186 


14. 392 


1. 00 


0. 00 0 


15 


ATOM 


1395 


H 


SER A 


95132. 432 


-5. 870 


11. 591 


1. 00 


0. 00 H 




ATOM 


1396 


HA 


SER A 


95131. 774 


-8. 549 


12. 352 


1. 00 


0. 00 H 




ATOM 


1397 


1HB 


SER A 


95131. 182 


-5. 829 


13. 489 


1. 00 


0. 00 H 




ATOM 


1398 


2HB 


SER A 


95130. 385 


-7. 264 


14. 135 


1. 00 


0. 00 H 




ATOM 


1399 


HG 


SER A 


95132. 620 


-8. 1 19 


14. 315 


1. 00 


0. 00 H 


20 


ATOM 


1400 


N 


LEU A 


96129. 621 


-8. 914 


11. 189 


1. 00 


0. 00 N 




ATOM 


1401 


CA 


LEU A 


96128. 316 


-9. 182 


10. 596 


1. 00 


rt rt rt rt 

0. 00 c 




ATOM 


1402 


C 


LEU A 


96127. 644 


-10. 372 


11. 274 


1. 00 


0. 00 c 




ATOM 


1403 


0 


LEU A 


96126. 893 


-11. 115 


10. 643 


4 rt A 

1. 00 


A rt A A 

0. 00 0 




ATOM 


1404 


CB 


LEU A 


96128. 460 


-9. 448 


rt rt rt rt 

9. 096 


1 rt rt 

1. 00 


A A A A 

0. 00 c 


25 


ATOM 


1405 


CG 


LEU A 


96127. 305 


-8. 937 


8. 233 


1 rt rt 

l. 00 


A A A A 

0. 00 C 




ATOM 


1406 


CD1 LEU A 


96127. 553 


-7. 499 


7. 806 


l. 00 


0. 00 c 




ATOM 


1407 


CD 2 LEU A 


96127. 113 


-9. 831 


7. 018 


l. 00 


0.00 c 




ATOM 


1408 


H 


LEU A 


96130. 276 


-9. 640 


ll. 253 


l. 00 


0. 00 H 




ATOM 


1409 


HA 


LEU A 


96127. 701 


-8. 307 


10. 739 


l. 00 


0.00 H 



WO 2004/016781 

W 1 822 





ATOM 


1410 


1HB 


LEU A 


96129. 372 


-8. 980 




ATOM 


1411 


2HB 


LEU A 


96128. 545 • 


-10. 514 




ATOM 


1412 


HG 


LEU A 


96126. 394 


-8. 960 




ATOM 


1413 


1HD1 


LEU A 


96127. 577 


A n O A 

-6. 864 


5 


ATOM 


1414 2HD1 


LEU A 


96126. 761 


-7. 177 




ATOM 


1415 


3HD1 


LEU A 


96128. 499 


-7. 436 




ATOM 


1416 


1HD2 


LEU A 


96127. 426 


-10. 837 




ATOM 


1417 


2HD2 LEU A 


96127. 705 


-9. 456 




ATOM 


1418 3HD2 LEU A 


96126. 069 


-9. 836 


10 


ATOM 


1419 


N 


GLN A 


97127. 920 


-10. 544 




ATOM 


1420 


CA 


GLN A 


97127. 342 


-11. 644 




ATOM 


1421 


C 


GLN A 


97126. 857 


-11. 162 




ATOM 


1422 


0 


GLN A 


97127. 477 


-11. 447 




ATOM 


1423 


CB 


GLN A 


97128. 367 


-12. 766 


.15 


ATOM 


1424 


CG 


GLN A 


97127. 750 


-14. 100 




ATOM 


1425 


CD 


GLN A 


97127. 539 


-15. 014 




ATOM 


1426 


0E1 


GLN A 


97128. 421 


-15. 789 




ATOM 


1427 


NE2 GLN A 


97126. 362 


-14. 926 




ATOM 


1428 


H 


GLN A 


97128. 526 


-9. 919 


20 


ATOM 


1429 


HA 


GLN A 


97126. 497 


-12. 024 




ATOM 


1430 


1HB 


GLN A 


97128. 901 


-12. 899 




ATOM 


1431 


2HB 


GLN A 


97129. 069 


-12. 479 




ATOM 


1432 


1HG 


GLN A 


97128. 405 


-14. 594 




ATOM 


1433 


2HG 


GLN A 


97126. 794 


-13. 915 


25 


ATOM 


1434 


1HE2 


! GLN A 


97125. 707 


-14. 287 




ATOM 


1435 


2HE2 


1 GLN A 


97126. 199 


-15. 506 




ATOM 


1436 


N 


PRO A 


98125. 735 


-10. 422 




ATOM 


1437 


CA 


PRO A 


98125. 168 


-9. 901 




ATOM 


1438 


C 


PRO A 


98124. 976 


-10. 992 




PCT/JP2003/010288 



8. 754 1. 00 0. 00 H 

8. 948 1. 00 0. 00 H 

8. 814 1. 00 0. 00 H 

8. 679 1. 00 0. 00 H 

7. 147 1. 00 0. 00 H 

7. 289 1. 00 0. 00 H 

7. 257 1. 00 0. 00 H 

6. 197 1. 00 0. 00 H 

6. 736 1. 00 0. 00 H 

12. 562 1. 00 0. 00 N 

13. 326 1. 00 0. 00 C 

14. 692 1. 00 0. 00 C 

15. 717 1. 00 0. 00 0 
13. 501 1. 00 0.00 C 
13. 891 1. 00 0. 00 C 
12. 701 1. 00 0. 00 C 

12. 335 1. 00 0.00 0 
12.090 1.00 0. 00 N 

13. 009 1. 00 0. 00 H 
12. 772 1. 00 0. 00 H 
12. 571 1. 00 0. 00 H 
14.271 1.00 0. 00 H 

14. 593 1. 00 0. 00 H 
14. 360 1. 00 0. 00 H 
12. 436 1. 00 0. 00 H 
11.318 1.00 0. 00 H 

14. 723 1. 00 0. 00 N 

15. 972 1. 00 0.00 C 
17.021 1.00 0.00 C 



WO 2004/016781 
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ATOM 


1439 


0 


PRO A 


98125. 270 - 


-12. 161 


16. 775 


1 A A 

l. 00 


A AA A 

0. UO U 




ATOM 


1440 


CB 


PRO A 


98123. 815 


A O O 1 

-9. 331 


1 r c o a 

lb. 539 


1 A A 

1. 00 


AAA A 

0. UO I 




ATOM 


1441 


CG 


PRO A 


98123. 984 


A a a a 

-9. 006 


1 A A A £ 

14. 096 


1 A A 

l. 00 


A A A A 

0. 00 c 




ATOM 


1442 


CD 


PRO A 


98124. 932 - 


-10. 038 


13. 547 


1 a a 

l. 00 


A A A A 

0. 00 c 


5 


ATOM 


1443 


HA 


PRO A 


98125. 779 


-9. Ill 


16. 383 


1 a a 

l. 00 


A A A TT 

0. 00 H 




ATOM 


1444 


1HB 


PRO A 


98123. 045 • 


-10. 074 


15. 690 


l. 00 


A A A TT 

0. 00 H 




ATOM 


1445 


2HB 


PRO A 


98123. 591 


-8. 449 


16. 118 


< A A 

l. 00 


A A A TT 

0. 00 H 




ATOM 


1446 


1HG 


PRO A 


98123. 031 


-9. 067 


13. 591 


l. 00 


f\ A A TT 

0. 00 H 




ATOM 


1447 


2HG 


PRO A 


98124. 405 


-8. 017 


13. 989 


l. 00 


A A A TT 

0. 00 H 


10 


ATOM 


1448 


1HD 


PRO A 


98124. 386 


-10. 884 


13. 159 


l. 00 


0. 00 H 




ATOM 


1449 


2HD 


PRO A 


98125. 557 


-9. 605 


12. 779 


l. 00 


0. 00 H 




ATOM 


1450 


N 


SER A 


99124. 481 


-10. 600 


18. 190 


1. 00 


0. 00 N 




ATOM 


1451 


CA 


SER A 


99124. 250 


-ll. 544 


19. 276 


1. 00 


0. 00 C 




ATOM 


1452 


C 


SER A 


99123. I7l 


-ll. 029 


20. 225 


1. 00 


0. 00 c 


15 


ATOM 


1453 


0 


SER A 


99123. 050 


-9. 825 


20. 446 


1. 00 


0. 00 0 




ATOM 


1454 


CB 


SER A 


99125. 546 


-ll. 794 


20. 048 


1. 00 


0. 00 c 




ATOM 


1455 


OG 


SER A 


99126. 246 


-12. 909 


19. 523 


1. 00 


0. 00 0 




ATOM 


1456 


H 


SER A 


99124. 265 


-9. 653 


18. 325 


1. 00 


.0. 00 H 




ATOM 


1457 


HA 


SER A 


99123. 915 


-12. 474 


18. 841 


1. 00 


0. 00 H 


20 


ATOM 


1458 


1HB 


SER A 


99126. 180 


-10. 922 


19. 976 


1. 00 


0. 00 H 




ATOM 


1459 


2HB 


SER A 


99125. 315 


-11. 985 


21. 086 


1. 00 


0. 00 H 




ATOM 


1460 


HG 


SER A 


99126. 177 


-13. 646 


20. 133 


1. 00 


0. 00 H 




ATOM 


1461 


N 


GLY A 


100122. 391 


-11. 949 


20. 781 


-f A A 

1. 00 


A A A \T 

0. 00 N 




ATOM 


1462 


CA 


GLY A 


100121. 333 


-11. 568 


21. 698 


-i ft A 

1. 00 


A A A A 

0. 00 c 


25 


ATOM 


1463 


C 


GLY A 


100120. 669 


-12. 768 


22. 350 


1 A A 

l. 00 


A A A A 

0. 00 c 




ATOM 


1464 


0 


GLY A 


100120. 882 


-13. 029 


23. 534 


l. 00 


0. 00 0 




ATOM 


1465 


H 


GLY A 100122. 534 


-12. 895 


20. 567 


l. 00 


0. 00 H 




ATOM 


1466 


1HA 


GLY A 


100121. 751 


-10. 939 


22. 470 


l. 00 


0. 00 H 




ATOM 


1467 


2HA 


GLY A 100120. 586 


-11. 008 


21. 156 


l. 00 


0. 00 H 



WO 2004/016781 PCT/JP2003/010288 

824 

1468 N PRO A 101119. 853 -13. 522 21.595 1.00 0. 00 N 

1469 CA PRO A 101119. 160 -14. 704 22.119 1.00 0. 00 C 

1470 C PRO A 101120. 116 -15. 855 22.408 1.00 0. 00 C 

1471 0 PRO A 101120. 667 -16. 463 21.490 1.00 0.00 0 

1472 CB PRO A 101118. 195 -15.080 20.993 1.00 0. 00 C 

1473 CG PRO A 101118. 825 -14. 540 19.758 1.00 0. 00 C 

1474 CD PRO A 101119. 542 -13. 284 20.172 1.00 0. 00 C 

1475 HA PRO A 101118. 601 -14.469 23.014 1.00 0. 00 H 

1476 1HB PRO A 101118. 090 -16. 154 20.949 1.00 0. 00 H 

1477 2HB PRO A 101117. 232 -14. 626 21. 174 1. 00 0. 00 H 

1478 1HG PRO A 101119. 528 -15. 258 19. 359 1. 00 0. 00 H 

1479 2HG PRO A 101118.065 -14.313 19.026 1.00 0. 00 H 

1480 1HD PRO A 101120.447 -13.159 19.596 1.00 0.00 H 

1481 2HD PRO A 101118. 897 -12.426 20.058 1.00 0. 00 H 

1482 N SER A 102120. 309 -16. 151 23.689 1.00 0. 00 N 

1483 CA SER A 102121. 200 -17. 231 24.099 1.00 0. 00 C 

1484 C SER A 102120. 630 -18. 587 23.699 1.00 0. 00 C 

1485 0 SER A 102119.414 -18. 780 23.677 1.00 0.00 0 

1486 CB SER A 102121.427 -17. 187 25.611 1.00 0. 00 C 

1487 OG SER A 102122. 349 -18. 183 26.017 1.00 0.00 0 

1488 H SER A 102119. 841 -15. 631 24.375 1.00 0. 00 H 

1489 HA SER A 102122. 145 -17.090 23.598 1.00 0. 00 H 

1490 1HB SER A 102121. 817 -16. 219 25.886 1.00 0. 00 H 

1491 2HB SER A 102120. 488 -17. 354 26.119 1.00 0. 00 H 

1492 HG SER A 102123. 180 -18. 059 25. 552 1. 00 0. 00 H 

1493 N SER A 103121. 516 -19. 526 23.382 1.00 0. 00 N 

1494 CA SER A 103121. 102 -20. 866 22.981 1.00 0. 00 C 

1495 C SER A 103121. 823 -21.928 23.805 1.00 0. 00 C 

1496 0 SER A 103123. 042 -22.072 23.719 1.00 0.00 0 





ATOM 




ATOM 




ATOM 




ATOM 


5 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


10 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


15 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


20 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


25 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 
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ATOM 1497 CB SER A 103121. 377 -21. 085 21. 493 1. 00 0. 00 C 

ATOM 1498 OG SER A 103120. 252 -20. 729 20.707 1.00 0.00 0 

ATOM 1499 H SER A 103122. 472 -19. 313 23.418 1.00' 0. 00 H 

ATOM 1500 HA SER A 103120. 039 -20. 951 23.158 1.00 0. 00 H 

5 ATOM 1501 1HB SER A 103122. 217 -20. 476 21. 191 1. 00 0. 00 H 

ATOM 1502 2HB SER A 103121. 607 -22. 126 21.320 1.00 0. 00 H 

ATOM 1503 HG SER A 103120. 093 -21. 410 20. 049 1. 00 0. 00 H 

ATOM 1504 N GLY A 104121. 061 -22. 669 24.603 1.00 0. 00 N 

ATOM 1505 CA GLY A 104121. 646 -23. 707 25.431 1.00 0. 00 C 

10 ATOM 1506 C GLY A 104122. 322 -23. 152 26.668 1.00 0. 00 C 

ATOM 1507 0 GLY A 104123. 503 -22. 755 26.571 1.00 0.00 0 

ATOM 1508 OXT GLY A 104121. 672 -23. 112 27. 733 1. 00 0. 00 0 

ATOM 1509 H GLY A 104120. 094 -22. 508 24. 630 1. 00 0. 00 H 

ATOM 1510 1HA GLY A 104120. 866 -24. 390 25.736 1.00 0. 00 H 

15 ATOM 1511 2HA GLY A 104122. 375 -24. 249 24. 848 1. 00 0. 00 H 
TER 1512 GLY A 104 
ENDMDL 



&fcmfe&mm 1 6 

20 ATOM IN GLY A 

ATOM 2 CA GLY A 

ATOM 3 C GLY A 

ATOM 4 0 GLY A 

ATOM 5 1H GLY A 

25 ATOM 6 2H GLY A 

ATOM 7 3H GLY A 

ATOM 8 1HA GLY A 

ATOM 9 2HA GLY A 

AT0M10 N SER A 



1114.465 13.647 

1115.658 12.860 

1116.783 12.931 

1116.542 13.135 

1114.611 14.656 

1114.301 13.538 

1113.622 13.317 

1115.368 11.827 

1116.016 13.241 

2118.014 12.764 



-4. 280 1. 00 0. 00 N 

-4. 696 1. 00 0. 00 C 

-3. 682 1. 00 0. 00 C 

-2. 492 1. 00 0. 00 0 

-4. 490 1. 00 0. 00 H 

-3. 259 1. 00 0. 00 H 

-4. 792 1. 00 0. 00 H 

-4. 822 1. 00 0. 00 H 

-5. 641 1. 00 0. 00 H 

-4. 154 1. 00 0. 00 N 
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AT0M11 CA SERA 2119.180 12.812 -3.281 1.00 0. 00 C 

AT0M12 C SERA 2119.109 11.718 -2.218 1.00 0. 00 C 

AT0M13 0 SERA 2118.033 11.209 -1.910 1.00 0.00 0 

AT0M14 CB SERA 2119.288 14.183 -2.611 1.00 0. 00 C 

5 AT0M15 OG SERA 2120.412 14.244 -1.750 1.00 0.00 0 

AT0M16 H SERA 2118.141 12. 606 -5. 113 1.00 0. 00 H 

AT0M17 HA SER A 2120. 057 12. 649 -3. 889 1. 00 0. 00 H 

ATOM 18 1HB SERA 2119.391 14.944 -3.370 1.00 0. 00 H 

ATOM 19 2HB SERA 2118.395 14.369 -2.033 1.00 0. 00 H 

10 ATOM20 HG SER A 2120. 671 15. 160 -1. 627 1. 00 0. 00 H 

ATOM21 N SERA 3120.263 11.363 -1.664 1.00 0. 00 N 

ATOM22 CA SERA 3120.332 10.331 -0.637 1.00 0. 00 C 

ATOM23 C SERA 3119.649 10.793 0.646 1.00 0. 00 C 

ATOM24 0 SERA 3119.225 11.943 0.756 1.00 0.00 0 

15 AT0M25 CB SERA 3121.790 9.965 -0.348 1.00 0. 00 C 

AT0M26 OG SERA 3122.435 9.482 -1.514 1.00 0.00 0 

AT0M27 H SERA 3121.089 11.806 -1.953 1.00 0. 00 H 

AT0M28 HA SERA 3119.819 9.458 -1.009 1.00 0. 00 H 

ATOM29 1HB SERA 3122.316 10.840 0.002 1.00 0. 00 H 

20 AT0M30 2HB SERA 3121.822 9.198 0.411 1.00 0. 00 H 

ATOM31 HG SERA 3122.692 10.223 -2.067 1.00 0. 00 H 

ATOM32 N GLY A 4119.545 9.888 1.614 1.00 0. 00 N 

ATOM33 CA GLY A 4118.912 10.221 2.876 1.00 0. 00 C 

AT0M34 C GLY A 4119.917 10.581 3.953 1.00 0. 00 C 

25 ATOM35 0 GLY A 4119.656 10.397 5.141 1.00 0.00 0 

ATOM36 H GLY A 4119.901 8.986 1.470 1.00 0. 00 H 

AT0M37 1HA GLY A 4118.249 11.060 2.723 1.00 0. 00 H 

AT0M38 2HA GLY A 4118.331 9.374 3.210 1.00 0. 00 H 

AT0M39 N SERA 5121.069.11.095 3.536 1.00 0. 00 N 
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AT0M40 CA SERA 5122.118 11.481 4.474 1.00 0. 00 C 

AT0M41 C SERA 5122.635 12.882 4.162 1.00 0. 00 C 

AT0M42 0 SERA 5123.763 13.050 3.698 1.00 0.00 0 

AT0M43 CB SERA 5123.269 10.475 4.427 1.00 0. 00 C 

5 AT0M44 OG SERA 5124.148 10.652 5.523 1.00 0.00 0 

AT0M45 H SERA 5121.219 11.217 2.575 1.00 0. 00 H 

AT0M46 HA SERA 5121.691 11.480 5.465 1.00 0. 00 H 

AT0M47 1HB SERA 5122.870 9.472 4.461 1.00 0. 00 H 

AT0M48 2HB SERA 5123.824 10.609 3.510 1.00 0. 00 H 

10 AT0M49 HG SERA 5125.049 10.735 5.201 1.00 0. 00 H 

AT0M50 N SER A 6121. 802 13. 885 4. 419 1. 00 0. 00 N 

AT0M51 CA SERA 6122.174 15.272 4.165 1.00 0. 00 C 

AT0M52 C SER A 6122. 528 15. 487 2. 696 1. 00 0. 00 C 

AT0M53 0 SERA 6123.240 16.430 2.350 1.00 0.00 0 

15 AT0M54 CB SERA 6123.357 15.675 5.048 1.00 0. 00 C 

AT0M55 OG SERA 6123.715 17.028 4.837 1.00 0.00 0 

AT0M56 H SERA 6120.916 13.687 4.787 1.00 0. 00 H 

AT0M57 HA SERA 6121.326 15.893 4.412 1.00 0. 00 H 

AT0M58 1HB SERA 6123.089 15.544 6.086 1.00 0. 00 H 

20 AT0M59 2HB SERA 6124.206 15.048 4.815 1.00 0. 00 H 

AT0M60 HG SERA 6124.530 17.069 4.329 1.00 0. 00 H 

AT0M61 N GLY A 7122.025 14.607 1.832 1.00 0. 00 N 

AT0M62 CA GLY A 7122.298 14.722 0.411 1.00 0. 00 C 

AT0M63 C GLY A 7123.782 14.785 0.103 1.00 0. 00 C 

25 AT0M64 0 GLY A 7124.188 15.347 -0.914 1.00 0.00 0 

AT0M65 H GLY A 7121.462 13.877 2.162 1.00 0. 00 H 

AT0M66 1HA GLY A 7121.875 13.867 -0.095 1.00 0. 00 H 

AT0M67 2HA GLY A 7121.826 15.617 0.036 1.00 0. 00 H 

AT0M68 N LEU A 8124.593 14.208 0.985 1.00 0. 00 N 



WO 2004/016781 

AT0M69 CA LEU A 
AT0M70 C LEU A 
AT0M71 0 LEU A 
AT0M72 CB LEU A 
5 AT0M73 CG LEU A 
AT0M74 CD1 LEU A 
AT0M75 CD 2 LEU A 
AT0M76 H LEU A 
AT0M77 HA LEU A 
10 AT0M78 1HB LEU A 
AT0M79 2HB LEU A 
AT0M80 HG LEU A 
AT0M81 1HD1 LEU A 
AT0M82 2HD1 LEU A 
15 AT0M83 3HD1 LEU A 
AT0M84 1HD2 LEU A 
AT0M85 2HD2 LEU A 
AT0M86 3HD2 LEU A 
AT0M87 N ALA A 
20 AT0M88 CA ALA A 
AT0M89 C ALA A 
AT0M90 0 ALA A 
AT0M91 CB ALA A 
AT0M92 H ALA A 
25 AT0M93 HA ALA A 
AT0M94 1HB ALA A 
AT0M95 2HB ALA A 
AT0M96 3HB ALA A 
AT0M97 N MET A 
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8126.040 14.204 0.802 1.00 0. 00 C 

8126. 654 12. 914 1. 338 1. 00 0. 00 C 

8126. 101 12. 277 2. 233 1. 00 0. 00 0 

8126. 668 15.410 1. 502 1.00 0. 00 C 

8126. 465 16. 749 0. 792 1. 00 0. 00 C 

8126. 371 17. 881 1. 803 1. 00 0. 00 C 

8127.595 17.004 -0.194 1.00 0. 00 C 

8124.210 13.777 1.777 1.00 0.00 H 

8126.241 14.270 -0.258 1.00 0. 00 H 

8126.244 15.484 2.494 1.00 0. 00 H 

8127.729 15.235 1.594 1.00 0.00 H 

8125. 537 16.718 0. 238 1.00 0.00 H 

8125. 365 17. 934 2. 193 1. 00 0. 00 H 

8126. 619 18. 815 1. 321 1. 00 0. 00 H 
8127.061 17.699 2.613 1.00 0.00 H 
8127'. 586 16. 240 -0. 958 1. 00 0. 00 H 
8128. 540 16. 980 0. 328 1. 00 0. 00 H 
8127.462 17.973 -0.652 1.00 0. 00 H 
9127. 801 12. 537 0. 783 1. 00 0. 00 N 
9128.491 11. 324 1. 204 1. 00 0. 00 C 
9129. 942 11. 326 0. 735 1. 00 0. 00 C 
9130.521 10.272 0.470 1.00 0.00 0 

9127. 766 10. 095 0. 677 1. 00 0. 00 C 

9128. 193 13. 087 0. 072 1. 00 0. 00 H 
9128.473 11. 288 2. 284 1. 00 0. 00 H 
9128. 252 9. 203 1. 046 1. 00 0. 00 H 
9127.791 10.097 -0.403 1.00 0. 00 H 
9126.740 10. 110 1.012 1.00 0.00 H 

10130.524 12.517 0.633 LOO 0. 00 N 
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AT0M98 CA MET A 10131.908 12.656 0.195 1.00 0. 00 C 



AT0M99 C MET A 10132. 400 14. 089 0. 386 1. 00 0. 00 C 





ATOM 


100 


0 


MET A 


10132. 681 


14. 794 


-0. 583 


4 A A 

1. 00 


A A A A 

0. 00 0 




ATOM 


101 


CB 


MET A 


10132. 042 


12. 247 


-1. 274 


1. 00 


0. 00 C 


5 


ATOM 


102 


CG 


MET A 


10131. 090 


12. 986 


-2. 200 


1. 00 


0. 00 c 




ATOM 


103 


SL 


MET A 


10129. 481 


12. 181 


-2. 329 


1. 00 


0. 00 s 




ATOM 


104 


CE 


MET A 


10128. 429 


13. 582 


r2. 694 


1. 00 


0. 00 c 




ATOM 


105 


H 


MET A 


10130. 012 


13. 321 


0. 857 


1. 00 


0. 00 H 




ATOM 


106 


HA 


MET A 


10132. 514 


11. 996 


0. 799 


1. 00 


0. 00 H 


10 


ATOM 


107 


1HB 


MET A 


10133. 053 


12. 445 


-1. 599 


1. 00 


0. 00 H 




ATOM 


108 


2HB 


MET A 


10131. 847 


11. 189 


-1. 361 


1. 00 


0. 00 H 




ATOM 


109 


1HG 


MET A 


10130. 946 


13. 987 


-1. 823 


1. 00 


0. 00 H 




ATOM 


110 


2HG 


MET A 


10131. 532 


13. 034 


-3. 185 


1. 00 


0. 00 H 




ATOM 


111 


1HE 


MET A 


10127. 605 


13. 263 


-3. 315 


1. 00 


0. 00 H 


15 


ATOM 


112 


2HE 


MET A 


10129. 001 


14. 335 


-3. 216 


1. 00 


0. 00 H 




ATOM 


113 


3HE 


MET A 


10128. 046 


13. 996 


-1. 773 


1. 00 


0. 00 H 




ATOM 


114 


N 


PRO A 


11132. 508 


14. 542 


1. 648 


1. 00 


0. 00 N 




ATOM 


115 


CA 


PRO A 


11132. 967 


15. 899 


1. 963 


1. 00 


0.00 C 




ATOM 


116 


C 


PRO A 


11134. 349 


16. 201 


1. 385 


1. 00 


0. 00 C 


20 


ATOM 


117 


0 


PRO A 


11134. 556 


17. 252 


0. 777 


1. 00 


0. 00 0 




ATOM 


118 


CB 


PRO A 


11133. 008 


15. 926 


3. 495 


1. 00 


0. 00 c 




ATOM 


119 


CG 


PRO A 


11132. 100 


14. 826 


3. 926 


1. 00 


0. 00 c 




ATOM 


120 


CD 


PRO A 


11132. 192 


13. 770 


2. 862 


l. 00 


0. 00 c 




ATOM 


121 


HA 


PRO A 


11132. 266 


16. 640 


1. 609 


l. 00 


0. 00 H 


25 


ATOM 


122 


1HB 


PRO A 


11134. 020 


15. 761 


3. 834 


l. 00 


0. 00 H 




ATOM 


123 


2HB 


PRO A 


11132. 658 


16. 885 


3. 848 


l. 00 


0. 00 H 




ATOM 


124 


1HG 


PRO A 


11132. 429 


14. 430 


4. 876 


l. 00 


0.00 H 




ATOM 


125 2HG 


PRO A 


11131. 088 


15. 194 


4. 003 


l. 00 


0.00 H 




ATOM 


126 


1HD 


PRO A 


11132. 981 


13. 070 


3. 091 


l. 00 


0.00 H 
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ATOM 127 2HD PRO A 11131.248 13.256 2.757 1. 00 0. 00 H 

ATOM 128 N PROA 12135.322 15.287 1.564 1.00 0. 00 N 

ATOM 129 CA PROA 12136.681 15.479 1.054 1.00 0. 00 C 

ATOM 130 C PROA 12136.793 15.157 -0.433 1.00 0. 00 C 

5 ATOM 131 0 PRO A 12137. 545 15. 802 -1. 162 1. 00 0. 00 0 

ATOM 132 CB PROA 12137.499 14.491 1.880 1.00 0. 00 C 

ATOM 133 CG PRO A 12136. 553 13. 379 2. 178 1. 00 0. 00 C 

ATOM 134 CD PROA 12135.182 13.999 2.276 1.00 0. 00 C 

ATOM 135 HA PRO A 12137. 034 16. 484 1. 233 1. 00 0. 00 H 

10 ATOM 136 1HB PRO A 12138. 346 14. 149 1. 303 1. 00 0. 00 H 

ATOM 137 2HB PROA 12137.843 14.970 2.785 1.00 0. 00 H 

ATOM 138 1HG PROA 12136.578 12.654 1.379 1.00 0. 00 H 

ATOM 139 2HG PROA 12136.821 12.913 3.115 1.00 0. 00 H 

ATOM 140 1HD PROA 12134.453 13.369 1.790 1.00 0. 00 H 

15 ATOM 141 2HD PROA 12134.916 14.157 3.310 1.00 0. 00 H 

ATOM 142 N GLY A 13136.040 14.155 -0.875 1.00 0. 00 N 

ATOM 143 CA GLY A 13136.070 13.766 -2.274 1.00 0. 00 C 

ATOM 144 C GLY A 13136.942 12.551 -2.519 1.00 0. 00 C 

ATOM 145 0 GLY A 13137.708 12.513 -3.482 1.00 0.00 0 

20 ATOM 146 H GLY A 13135.459 13.677 -0.248 1.00 0. 00 H 

ATOM 147 1HA GLY A 13135.063 13.544 -2.595 1.00 0. 00 H 

ATOM 148 2HA GLY A 13136.449 14.592 -2.857 1.00 0. 00 H 

ATOM 149 N ASN A 14136.825 11.556 -1.647 1.00 0. 00 N 

ATOM 150 CA ASN A 14137.610 10.332 -1.773 1.00 0. 00 C 

25 ATOM 151 C ASN A 14136.722 9.154 -2.163 1.00 0. 00 C 

ATOM 152 0 ASN A 14135. 495 9. 265 -2. 170 1. 00 0. 00 0 

ATOM 153 CB ASN A 14138.334 10.028 -0.461 1.00 0. 00 C 

ATOM 154 CG ASN A 14139.513 10.951 -0. 224 1.00 0. 00 C 

ATOM 155 0D1 ASN A 14139.973 11.636 -1.137 1.00 0.00 0 
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ASN A 14140.010 10.973 1.008 1.00 0. 00 N 
ASN A 14136.197 11.645 -0.899 1.00 0. 00 H 
ASN A 14138.343 10.487 -2.550 1.00 0. 00 H 
ASN A 14137. 642 10. 142 0. 360 1. 00 0. 00 H 
ASN A 14138.695 9.010 -0.484 1.00 0. 00 H 
ASN A 14139.593 10.400 1.685 1.00 0. 00 H 
ASN A 14140.773 11.561 1.189 1.00 0. 00 H 
SERA 15137.349 8.029 -2.486 1.00 0. 00 N 
SERA 15136.615 6.831 -2.877 1.00 0. 00 C 
SERA 15135.895 6.219 -1.680 1.00 0. 00 C 
SERA 15136.454 5.388 -0.966 1.00 0.00 0 
SERA 15137.567 5.803 -3.493 1.00 0. 00 C 
SERA 15137.683 5.990 -4.893 1.00 0.00 0 
SERA 15138.329 8.003 -2.461 1.00 0. 00 H 
SERA 15135.882 7.118 -3.615 1.00 0. 00 H 
SERA 15138.545 5.907 -3.047 1.00 0. 00 H 
SERA 15137.190 4.808 -3.306 1.00 0. 00 H 
SERA 15138.354 5.400 -5.241 1.00 0. 00 H 
HIS A 16134.650 6.639 -1.469 1.00 0. 00 N 
HIS A 16133.844 6.136 -0.358 1.00 0. 00 C 
HIS A 16134.419 6.586 0.982 1.00 0. 00 C 
HIS A 16133.836 7.427 1.667 1.00 0.00 0 
HIS A 16133.757 4.609 -0.406 1.00 0. 00 C 
HIS A 16133.274 4.077 -1.718 1.00 0. 00 C 

1 HIS A 16132.095 3.374 -1.857 1.00 0. 00 N 

2 HIS A 16133.814 4.149 -2.958 1.00 0. 00 C 

1 HIS A 16131.933 3.035 -3.125 1.00 0. 00 C 

2 HIS A 16132.962 3.494 -3.813 1.00 0. 00 N 
HIS A 16134.262 7.303 -2.075 1.00 0. 00 H 





ATOM 


156 




ATOM 


157 




ATOM 


158 




ATOM 


159 1 


5 


ATOM 


160 t 




ATOM 


161 1 




ATOM 


162 : 




ATOM 


163 




ATOM 


164 


10 


ATOM 


165 




ATOM 


166 




ATOM 


167 




ATOM 


168 




ATOM 


169 


15 


ATOM 


170 




ATOM 


171 




ATOM 


172 




ATOM 


173 




ATOM 


174 


20 


ATOM 


175 




ATOM 


176 




ATOM 


177 




ATOM 


178 




ATOM 


179 


25 


ATOM 


180 




ATOM 


181 




ATOM 


182 




ATOM 


183 




ATOM 


184 
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ATOM 


185 


HA 


HIS A 


i /» 1 ft A OC 1 

16132. 851 


D. 54/ 




ATOM 


186 1HB 


HIS A 


16134. 735 


A 1 AO 

4. 19Z 




ATOM 


187 2HB 


HIS A 


16 1 33- 077 


4. 271 




ATOM 


loo 


HDl HIS A 


4A4A1 A 1 A 

16131. 470 


O ICC 

3. 155 


5 


ATOM 


loa 


HD2 


HIS A 


16134. 745 


A O O 1 

4. 631 




ATOM 


1 on 

190 


HEl 


HIS A 


16131. I0l 


O Aid 

2. 479 




ATOM 


ly i 


HE 2 HIS A 


16133. 134 


3. 313 




ATOM 


1 no 

192 


XT 

N 


GLY A 


17 135. 564 


r» AAA 

6. 022 




ATOM 


1 AO 

193 


CA 


GLY A 


4 ^ ft ft 4 /\ ft 

17136. 196 


n ft *i a 

6. 379 


10 


ATOM 


1 A A 

194 


C 


GLY A 


4 M 4 ft t~ ft. ^7 

17137. 537 


n pat 

5. 697 




ATOM 


1 a r 1 

195 


0 


GLY A 


17137. 723 


j AAA 

4. 930 




ATOM 


196 


H 


GLY A 


17135. 983 


r~ A r* A 

5. 358 




ATOM 


197 


lHA 


GLY A 


* r*l -4 ft ft ft A £\ 

17136. 342 


7. 448 




ATOM 


198 


2HA 


GLY A 


17135. 543 


6. 095 


15 


ATOM 


199 


N 


LEU A 


18138. 473 


5. 976 




ATOM 


n a a 

200 


CA 


LEU A 


18139. 804 


5. 384 




ATOM 


A A 1 

201 


C 


LEU A 


18140. 828 


6. 406 




ATOM 


O A O 

202 


0 


LEU A 


18141. 251 


7. 280 




ATOM 


O A O 

203 


CB 


LEU A 


ft * A ft ft H ^ 

18140. 215 


a a ft r? 

4. 837 


20 


ATOM 


O A A 

Z04 


CG 


LEU A 


18139. 384 


n /> r* r* 

3. 655 




ATOM 


nnr 

205 


CDl LEU A 


18139. 678 


A ADA 

3. 382 




ATOM 


one 


CD 2 LEU A 


4 ft 4 ft ft ft ^ ft 

18139. 658 


ft /I 1 n 

2. 418 




ATOM 


207 


H 


LEU A 


18138. 264 


A PAP 

6. 595 




ATOM 


208 


HA 


LEU A 


4 ft 4 ft #"v n ft ft 

18139. 766 


4. 569 


25 


ATOM 


209 


lHB 


LEU A 


18140. 138 


f o a n 

5. 638 




ATOM 


210 


2HB 


LEU A 


18141. 247 


4. 524 




ATOM 


2ll 


HG 


LEU A 


18138. 335 


3. 897 




ATOM 


212 


lHDl LEU A 


18139. 829 


4. 317 




ATOM 


213 


2HD1 LEU A 


18138. 844 


2. 856 
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0. 463 l. 00 0. 00 H 

0. 220 l. 00 0. 00 H 

0. 362 l. 00 0. 00 H 
-l. 135 l. 00 0. 00 H 
-3. 225 l. 00 0. 00 H 
-3. 529 l. 00 0. 00 H 
-4. 760 l. 00 0. 00 H 

1. 351 l. 00 0. 00 N 

2. 607 l. 00 0. 00 C 

2. 796 l. 00 0. 00 C 

3. 741 l. 00 0. 00 0 

0. 765 l. 00 0. 00 H 

2. 633 l. 00 0. 00 H 

3. 419 l. 00 0. 00 H 

1. 895 l. 00 0. 00 N 

1. 966 l. 00 0. 00 C 

2. 448 l. 00 0. 00 C 
l. 691 l. 00 0. 00 0 
0. 598 l. 00 0. 00 C 
0. 096 l. 00 0. 00 C 

-l. 370 l. 00 0.00 C 

0. 937 l. 00 0.00 C 

1. 164 l. 00 0. 00 H 

2. 673 l. 00 0. 00 H 
-0. 124 l. 00 0. 00 H 

0. 655 l. 00 0. 00 H 

0. 187 l. 00 0. 00 H 

-l. 888 l. 00 0. 00 H 

-L812 l. 00 0.00 H 
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833 





ATOM 


214 3HD1 


LEU A 


I o 1 A A CCA 

18140. boy 


Z. / I 0 




ATOM 


215 1HD2 


LEU A 


1 O 1 A A l 7f\ l 7 

18140. 707 
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ATOM 


240 


H 


VAL A 


20144. 225 


8. 117 
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1. 452 1. 00 0. 00 H 

1. 193 1. 00 0. 00 H 

0. 375 1. 00 0. 00 H 

1. 841 1. 00 0. 00 H 

3. 711 1. 00 0.00 N 

4. 294 1. 00 0. 00 C 

5. 249 1. 00 0. 00 C 
5. 516 1. 00 0. 00 0 

5. 032 1. 00 0. 00 C 

6. 094 1. 00 0. 00 C 

7. 064 1. 00 0. 00 C 

8. 173 1. 00 0. 00 0 
6. 714 1. 00 0. 00 0 

4. 264 1. 00 0. 00 H 

3. 489 1. 00 0. 00 H 

5. 510 1. 00 0. 00 H 

4. 314 1. 00 0. 00 H 

5. 608 1. 00 0. 00 H 

6. 650 1. 00 0. 00 H 

5. 761 1. 00 0. 00 N 

6. 688 1. 00 0. 00 C 

7. 939 1. 00 0. 00 C 

8. 566 1. 00 0. 00 0 
7. 102 1. 00 0. 00 C 
7. 911 1. 00 0. 00 C 

5. 876 1. 00 0. 00 C 
5. 511 1.00 0.00 H 

6. 184 1. 00 0. 00 H 

7. 723 1. 00 0. 00 H 
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9. 056 




ATOM 


249 N GLY A 


2H44. 697 


A O -t f* 

4. 815 
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3. 192 


10 


ATOM 


252 0 GLY A 


2H42. 786 


2. 255 
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253 H GLY A 


21145. 333 


4. 300 




ATOM 


254 1HA GLY A 


2H44. 865 


3. 732 




ATOM 


255 2HA GLY A 


21143. 643 


4. 995 




ATOM 


256 N SER A 


22142. 395 


3. 373 


15 


ATOM 


257 CA SER A 


22141. 352 


2. 458 




ATOM 


258 C SER A 


22141. 942 


1. 331 




ATOM 


259 0 SER A 


22143. 029 


1. 465 




ATOM 


260 CB SER A 


22140. 297 


3. 214 




ATOM 


261 OG SER A 


22139. 734 


4. 272 


20 


ATOM 


262 H SER A 


22142. 634 


4. 140 




ATOM 


263 HA SER A 


22140. 885 


2. 032 




ATOM 


264 1HB SER A 


22140. 753 


3. 627 




ATOM 


265 2HB SER A 


22139. 508 


2. 533 




ATOM 


266 HG SER A 


22140. 433 


4. 752 


25 


ATOM 


267 N LEU A 


23141. 218 


f\ ft i A 

0. 219 




ATOM 


268 CA LEU A 


23141. 669 


-0. 934 




ATOM 
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-0. 848 




ATOM 
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23140. 137 


-0. 263 




ATOM 


271 CB LEU A 


23141. I7l 


-2. 230 
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8. 909 1. 00 0. 00 H 
7. 963 1. 00 0. 00 H 

7. 436 1. 00 0. 00 H 

5. 091 1. 00 0. 00 H 

6. 133 1. 00 0. 00 H 

5. 534 1. 00 0. 00 H 

8. 297 1. 00 0. 00 N 

9. 472 1. 00 0. 00 C 
9. 121 1. 00 0. 00 C 

9. 881 1. 00 0. 00 0 

7. 759 1. 00 0. 00 H 

10. 053 1. 00 0. 00 H 
10. 070 1. 00 0. 00 H 

7. 967 1. 00 0. 00 N 

7. 518 1. 00 0. 00 C 

6. 678 1. 00 0. 00 C 
6. 115 1. 00 0. 00 0 

6. 710 1. 00 0. 00 C 

7. 466 1. 00 0. 00 0 

7. 406 1. 00 0. 00 H 

8. 393 1. 00 0. 00 H 

5. 822 1. 00 0. 00 H 

6. 424 1. 00 0. 00 H 

7. 915 1. 00 0. 00 H 
6. 597 1. 00 0. 00 N 

5. 826 1. 00 0. 00 C 
4. 382 1. 00 0. 00 C 
4. 103 1. 00 0. 00 0 

6. 468 1. 00 0. 00 C 
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7. 954 1. 00 0. 00 C 

8. 646 1. 00 0. 00 C 
8. 135 1. 00 0. 00 C 

7. 069 1. 00 0. 00 H 

5. 830 1. 00 0. 00 H 

6. 348 1. 00 0. 00 H 
5. 938 1. 00 0. 00 H 

8. 417 1. 00 0. 00 H 

9. 655 1. 00 0. 00 H 
8. 676 1. 00 0. 00 H 
8. 103 1. 00 0. 00 H 
8. 242 1. 00 0. 00 H 
9.019 1.00 0. 00 H 
7.271 1.00 0. 00 H 
3. 469 1. 00 0. 00 N 

2. 054 1. 00 0. 00 C 
1. 351 1. 00 0. 00 C 
1. 892 1. 00 0. 00 0 
1. 384 1. 00 0. 00 C 

3. 753 1. 00 0. 00 H 
1. 979 1. 00 0. 00 H 

0. 362 1. 00 0. 00 H 

1. 396 1. 00 0. 00 H 
1.917 1.00 0. 00 H 
0. 140 1. 00 0. 00 N 

-0. 638 1. 00 0. 00 C 
-2. 059 1. 00 0. 00 C 





ATOM 


272 


CG 
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23141. 497 • 
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-3. 062 
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23141. 499 
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23140. 296 


-2. 872 


10 
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281 
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LEU A 


23140. 769 


-4. 26 1 
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282 
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23139. 512 


-3. 164 
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-4. 066 
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287 
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-l. 421 
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288 
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24142. 116 


-2. 673 




ATOM 


289 
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ALA A 


24142. 944 


-3. 405 




ATOM 


290 


CB 


ALA A 


24142. 151 


-0. 172 


20 


ATOM 


291 


H 


ALA A 


24142. 775 


-l. 883 




ATOM 


292 


HA 


ALA A 


24140. 523 


-l. 397 




ATOM 


293 


IHB 


ALA A 


24141. 804 


-0. 130 




ATOM 


294 


2HB 


ALA A 


24143. 231 


-0. 203 




ATOM 


295 


3HB 


ALA A 


24141. 809 


0. 702 


25 


ATOM 


296 


N 


GLU A 


25141. 621 


-2. 91 1 




ATOM 


297 


CA 


GLU A 


25142. 032 


-4. 073 




ATOM 


298 


C 


GLU A 


25142.413 


-3. 670 




ATOM 


299 
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GLU A 


25141. 857 


-2. 724 




ATOM 


300 


i CB 


GLU A 


25140. 909 


-5. 112 
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ATOM 301 CG GLU A 25141.354 -6.471 -1.189 1.00 0. 00 C 

ATOM 302 CD GLU A 25140.264 -7.186 -1.963 1.00 0. 00 C 

ATOM 303 0E1 GLU A 25140.483 -7.486 -3.156 1.00 0.00 0 

ATOM 304 0E2 GLU A 25139.193 -7.448 -1.377 1.00 0.00 0 

5 ATOM 305 H GLU A 25140.964 -2.290 -0.238 1.00 0. 00 H 

ATOM 306 HA GLU A 25142.896 -4.507 -0.156 1.00 0. 00 H 

ATOM 307 1HB GLU A 25140.519 -5.238 0.324 1.00 0. 00 H 

ATOM 308 2HB GLU A 25140.121 -4.749 -1.316 1.00 0. 00 H 

ATOM 309 1HG GLU A 25142.206 -6.336 -1.839 1.00 0. 00 H 

10 ATOM 310 2HG GLU A 25141.639 -7.085 -0.346 1.00 0. 00 H 

ATOM 311 N VAL A 26143.365 -4.393 -2.639 1.00 0. 00 N 

ATOM 312 CA VAL A 26143.818 -4.111 -3.996 1.00 0. 00 C 

ATOM 313 C VAL A 26143.404 -5.220 -4.956 1.00 0. 00 C 

ATOM 314 0 VAL A 26143.286 -6.381 -4.564 1.00 0.00 0 

15 ATOM 315 CB VAL A 26145.348 -3.944 -4.054 1.00 0. 00 C 

ATOM 316 CGI VAL A 26145.781 -3.452 -5.427 1.00 0. 00 C 

ATOM 317 CG2 VAL A 26145.824 -2.994 -2.964 1.00 0. 00 C 

ATOM 318 H VAL A 26143.770 -5.136 -2.145 1.00 0. 00 H 

ATOM 319 HA VAL A 26143.363 -3.184 -4.314 1.00 0. 00 H 

20 ATOM 320 HB VAL A 26145.803 -4.909 -3.884 1.00 0. 00 H 
ATOM 321 1HG1 VAL A 26146. 067 -4.295 -6.038 1.00 0. 00 H 
ATOM 322 2HG1 VAL A 26146.621 -2.781 -5.321 1.00 0. 00 H 
ATOM 323 3HG1 VAL A 26144.960 -2.929 -5.897 1.00 0. 00 H 
ATOM 324 1HG2 VAL A 26145. 567 -3.399 -1.997 1.00 0. 00 H 
25 ATOM 325 2HG2 VAL A 26145.347 -2.033 -3.091 1.00 0. 00 H 
ATOM 326 3HG2 VAL A 26146.895 -2.875 -3.033 1.00 0. 00 H 
ATOM 327 N LYS A 27143.181 -4.855 -6.214 1.00 0. 00 N 
ATOM 328 CA LYS A 27142.779 -5.820 -7.230 1.00 0. 00 C 
ATOM 329 C LYS A 27143.997 -6.413 -7.931 1.00 0. 00 C 
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10 
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CG 
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ATOM 
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15 
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ATOM 
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ATOM 
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PRO A 




ATOM 


379 


CA 


PRO A 




ATOM 


380 
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PRO A 




ATOM 


381 


0 


PRO A 




ATOM 


382 


CB 


PRO A 


25 


ATOM 


383 


CG 


PRO A 




ATOM 


384 


CD 


PRO A 




ATOM 


385 


HA 


PRO A 




ATOM 


386 


1HB 


PRO A 




ATOM 


387 


2HB 


PRO A 
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838 

28145. 769 -7. 841 -8. 996 1. 00 0. 00 H 

28146.677 -7.063 -6.485 1.00 0. 00 H 

28147.232 -8.724 -6.637 1.00 0. 00 H 

28147.705 -7.205 -9.055 1.00 0. 00 H 

28148.461 -6.460 -7.646 1.00 0. 00 H 

29146.499 -10.431 -8.393 1.00 0. 00 N 

29146.438 -11.886 -8.463 1.00 0. 00 C 

29146.389 -12.496 -7.064 1.00 0. 00 C 

29145. 446 -13. 209 -6. 723 1. 00 0. 00 0 
29147.643 -12.432 -9.232 1.00 0. 00 C 
29147. 314 -12. 736 -10. 680 1.00 0. 00 C 
29147. 172 -13. 897 -11. 066 1. 00 0. 00 0 
29147.191 -11.693 -11.491 1.00 0. 00 N 
29147.333 -9. 976 -8.632 1.00 0. 00 H 
29145.535 -12.153 -8.990 1.00 0. 00 H 
29148.437 -11.702 -9.209 1.00 0. 00 H 
29147.983 -13.342 -8.760 1.00 0. 00 H 
29147.318 -10.797 -11.114 1.00 0. 00 H 

29146. 979 -11. 860 -12. 433 1. 00 0. 00 H 
30147.409 -12.221 -6.232 1.00 0. 00 N 
30147. 478 -12. 745 -4. 866 1. 00 0. 00 C 
30146.589 -11.964 -3.899 1.00 0. 00 C 



-5. 279 1. 00 0. 00 C 
-6. 557 1. 00 0. 00 C 
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ATOM 


394 


C 


PRO A 


31145. 273 • 


It r i n 

-11. 512 




ATOM 


395 


0 


PRO A 


n 4 1 A f O f\ O 

31145. 292 


1 o nr n 

-12. 256 




ATOM 


396 


CB 


PRO A 


31143. 530 


1 n n 1 rr 

-13. 017 


10 


ATOM 


397 


CG 


PRO A 


31143. 649 


-13. 986 




ATOM 


398 


CD 


PRO A 


31145. 095 


-13. 970 




ATOM 


399 


HA 


PRO A 


31144. 106 


-11. 078 




ATOM 


400 


1HB 


PRO A 


31143. 743 


-13. 486 




ATOM 


401 


2HB 


PRO A 


31142. 549 


-12. 566 


15 


ATOM 


402 


1HG 


PRO A 


31143. 363 


-14. 973 




ATOM 


403 


2HG 


PRO A 


31143. 027 


-13. 671 




ATOM 


404 


1HD 


PRO A 


31145. 659 


-14. 680 




ATOM 


405 


2HD 


PRO A 


31145. 197 


-14. 180 




ATOM 


406 


N 


PHE A 


32145. 839 


-10. 310 


20 


ATOM 


407 


CA 


PHE A 


32146. 531 


-9. 786 




ATOM 


408 


C 


PHE A 


32145. 739 


-8. 650 




ATOM 


409 


0 


PHE A 


32145. 153 


rr n n i 

-7. 821 




ATOM 


410 


CB 


PHE A 


32147. 929 


n n f\ r 

-9. 295 




ATOM 


411 


CG 


PHE A 


32147. 920 


O 1 TO 

-8. 172 


25 


ATOM 


412 


CD1 


1 PHE A 


32147. 563 


ty o n n 

-6. 890 




ATOM 


413 


CD2 PHE A 


32148. 269 


-8. 398 




ATOM 


414 


CE1 PHE A 


32147. 554 


-5. 853 




ATOM 


415 


CE2 PHE A 


32148. 262 


-7. 364 




ATOM 


416 


CZ 


PHE A 


32147. 904 


-6. 09 1 
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4. 715 l. 00 0. 00 H 

5. 498 l. 00 0. 00 H 
•6. 820 l. 00 0. 00 H 
•7. 357 l. 00 0. 00 H 
•3. 400 l. 00 0. 00 N 
•2. 465 l. 00 0. 00 C 
-l. 174 l. 00 0. 00 C 
-0. 194 l. 00 0. 00 0 
-2. 176 l. 00 0. 00 C 
-3.302 l. 00 0.00 C 
-3. 704 l. 00 0. 00 C 
-2. 915 l. 00 0. 00 H 
-l. 228 l. 00 0. 00 H 
-2. 148 l. 00 0. 00 H 
-2. 970 l. 00 0. 00 H 
-4. 127 l. 00 0. 00 H 
-3. 1 17 1. 00 0. 00 H 
-4. 758 1. 00 0. 00 H 
-1.180 1.00 0. 00 N 
-0. 008 1. 00 0. 00 C 

0. 630 1. 00 0. 00 C 

-0. 066 1. 00 0. 00 0 

-0. 391 1.00 0. 00 C 

-1. 387 1. 00 0. 00 C 

-1. 002 1. 00 0. 00 C 

-2. 709 1. 00 0. 00 C 

-1. 915 1. 00 0. 00 C 

-3. 628 1. 00 0. 00 C 

-3. 231 1. 00 0. 00 C 
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^0 840 





ATOM 


417 


H PHE A 


32145. 790 


f\ TOO 

-9. 762 




ATOM 


418 


HA PHE A 


32146. 625 - 


in r Q O 

10. 588 




ATOM 


419 1HB PHE A 


32148. 435 


-8. 947 




ATOM 


420 2HB PHE A 


32148. 486 - 


10. 117 


5 


ATOM 


AO 1 

4Z1 


un 1 DITU A 


32147. 289 


-6. 702 




ATOM 


A 0 0 

4ZZ 


TJT\0 "DITD A 

rlDZ rnb A 


32148. 549 


-9. 392 




ATOM 


A 0 0 

4Zo 


rrn i titttj a 

tibl rHfc A 


32147. 273 


-4. 858 




ATOM 


A 0 A 

4Z4 


III? O T51IT7 A 

HbZ rHb A 


32148. 536 


-7. 553 




ATOM 


A 0 IT 

425 


117 THJ"D A 

HZ FHh A 


32147. 898 


-5. 283 


10 


ATOM 


426 


N TYR A 


33145. 726 


-8. 618 




ATOM 


JOT 

427 


r» a Tvn a 

CA TYR A 


33145. 008 


-7. 584 




ATOM 


428 


ft T\7T> A 

C TYR A 


33145. 978 


-6. 652 




ATOM 


inn 

429 


A TVn A 

0 TYR A 


33147. 068 


-7. 062 




ATOM 


430 


CB TYR A 


33144. 051 


-8. 218 


15 


ATOM 


431 


A a TT7"n A 

CG TYR A 


33142. 678 


-8. 509 




ATOM 


432 


riTV 1 TVT) A 

CDl TYR A 


33142. 103 


-9. 766 




ATOM 


433 


CD2 TYR A 


33141. 958 


-7. 528 




ATOM 


A 0 A 

4o4 


pTj 1 TVD A 

CE1 TYR A 


33140. 848 


-10. 037 




ATOM 


4oo 


riTJO TVD A 

CEZ TYR A 


33140. 703 


-7. 790 


20 


ATOM 


4oo 


P 7 TVD A 
VjL llR A 


33140. 153 


-9. 046 




ATOM 


^97 

4o / 


fin TVD A 

Un llK A 


33138. 903 


-9. 311 




ATOM 


438 


H TYR A 


33146. 213 


-9. 306 




ATOM 


439 


HA TYR A 


33144. 434 


-7. 008 




ATOM 


440 


lHB TYR A 


33144. 47 1 


-9. 150 


25 


ATOM 


441 


2HB TYR A 


33143. 931 


-7. 549 




ATOM 


442 


HDl TYR A 


33142. 649 


-10. 540 




ATOM 


443 


HD2 TYR A 


33142. 392 


-6. 546 




ATOM 


444 


HEl TYR A 


33140.417 


-11. 020 




ATOM 


445 


HE 2 TYR A 


33140. 158 


-7. 014 
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1. 991 1. 00 0. 00 H 

0. 707 1. 00 0. 00 H 

0. 496 1. 00 0. 00 H 

0. 819 1. 00 0. 00 H 

0. 026 1. 00 0. 00 H 
-3. 020 1. 00 0. 00 H 
-1. 603 1. 00 0. 00 H 
-4. 656 1. 00 0. 00 H 
-3. 946 1. 00 0. 00 H 

1. 958 1. 00 0. 00 N 

2. 692 1. 00 0. 00 C 

3. 409 1. 00 0. 00 C 
3. 809 1. 00 0. 00 0 
3. 703 1. 00 0. 00 C 
3. 140 1. 00 0. 00 C 

3. 278 1. 00 0. 00 C 
2.471 1.00 0.00 C 
2. 766 1. 00 0. 00 C 

1. 956 1. 00 0. 00 C 

2. 105 1. 00 0. 00 C 

1. 594 1. 00 0. 00 0 

2. 456 1. 00 0. 00 H 

1. 980 1. 00 0. 00 H 

4. 050 1. 00 0. 00 H 
4. 543 1. 00 0. 00 H 

3. 797 1. 00 0. 00 H 

2. 355 1. 00 0. 00 H 
2. 884 1. 00 0. 00 H 
1. 438 1. 00 0. 00 H 
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446 HH TYR A 33138.373 -9.756 2.258 1.00 0. 00 H 

447 N GLY A 34145.577 -5.394 3.566 1.00 0. 00 N 

448 CA GLY A 34146.424 -4.424 4.235 1.00 0. 00 C 

449 C GLY A 34145.652 -3.209 4.709 1.00 0. 00 C 

450 0 GLY A 34144.432 -3.140 4.555 1.00 0.00 0 

451 H GLY A 34144.699 -5.123 3.226 1.00 0. 00 H 

452 1HA GLY A 34146.889 -4.896 5.087 1.00 0. 00 H 

453 2HA GLY A 34147. 195 -4. 103 3. 550 1. 00 0. 00 H 

454 N VAL A 35146.364 -2.247 5.288 1.00 0. 00 N 

455 CA VAL A 35145.739 -1.029 5.787 1.00 0. 00 C 

456 C VAL A 35146.436 0.210 5.232 1.00 0. 00 C 

457 0 VAL A 35147.649 0.213 5.028 1.00 0.00 0 

458 CB VAL A 35145.761 -0.977 7.327 1.00 0. 00 C 

459 CGI VAL A 35147.192 -0.974 7.845 1.00 0. 00 C 

460 CG2 VAL A 35145.000 0.239 7.834 1.00 0. 00 C 

461 H VAL A 35147.333 -2.361 5.381 1.00 0. 00 H 

462 HA VAL A 35144.708 -1.026 5.461 1.00 0. 00 H 

463 HB VAL A 35145.270 -1.863 7.703 1.00 0. 00 H 

464 1HG1 VAL A 35147.184 -0.984 8.926 1.00 0. 00 H 

465 2HG1 VAL A 35147.698 -0.086 7.498 1.00 0. 00 H 

466 3HG1 VAL A 35147.708 -1.850 7.481 1.00 0. 00 H 

467 1HG2 VAL A 35145.345 1.122 7.317 1.00 0. 00 H 

468 2HG2 VAL A 35145.169 0.353 8.895 1.00 0. 00 H 

469 3HG2 VAL A 35143.944 0.105 7.651 1.00 0. 00 H 

470 N ILEA 36145.659 1.262 4.991 1.00 0. 00 N 

471 CA ILEA 36146.203 2.507 4.461 1.00 0. 00 C 

472 C ILEA 36147.159 3.153 5.458 1.00 0. 00 C 

473 0 ILEA 36146.910 3.152 6.663 1.00 0.00 0 

474 CB ILEA 36145.084 3.507 4.112 1.00 0. 00 C 





ATOM 




ATOM 




ATOM 




ATOM 


5 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


10 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


15 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


20 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


25 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 



WO 2004/016781 
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ATOM 


475 


CGI 


ILE A 


r\ f% ■* a a Aon 

36144. 038 


n o A r 

2. 845 




ATOM 


476 


CG2 


ILE A 


n a < j r rt ft rt 

36145. 667 


4. 740 




ATOM 


477 


CD1 


ILE A 


ft ft a a ft. AAA 

36142. 906 


a n *~r f\ 

3. 770 




ATOM 


478 


H 


ILE A 


r\ r* 4 mm ft ft ft 

36144. 698 


■* i A A 

1. 199 


5 


ATOM 


479 


HA 


ILE A 


ft s% -4 m rt nip 

36146. 745 


a c% rr A 

2. 274 




ATOM 


480 


HB 


ILE A 


36144. 612 


3. 821 




ATOM 


481 


1HG1 


ILE A 


36144. 516 


2. 501 




ATOM 


482 


2HG1 


ILE A 


36143. 610 


2. 000 




ATOM 


483 


1HG2 


ILE A 


36144. 865 


5. 398 


10 


ATOM 


484 


2HG2 


ILE A 


36146. 232 


4. 440 




ATOM 


485 


3HG2 


ILE A 


36146. 316 


5. 256 




ATOM 


486 


1HD1 


ILE A 


36143. 176 


4. 788 




ATOM 


487 


2HD1 


ILE A 


36142. 013 


3. 498 




ATOM 


488 


3HD1 


ILE A 


36142. 725 


3. 682 


15 


ATOM 


489 


N 


ARG A 


37148. 255 


3. 705 




ATOM 


490 


CA 


ARG A 


37149. 250 


4. 355 




ATOM 


491 


C 


ARG A 


37149. 509 


5. 785 




ATOM 


492 


0 


ARG A 


37149. 278 


6. 741 




ATOM 


493 


CB 


ARG A 


37150. 555 


3. 558 


20 


ATOM 


494 


CG 


ARG A 


37150. 360 


2. 068 




ATOM 


495 


CD 


ARG A 


37149. 771 


1. 793 




ATOM 


496 


NE 


ARG A 


37150. 664 


2. 224 




ATOM 


497 


CZ 


ARG A 


37150. 430 


2. 003 




ATOM 


498 


NH1 


. ARG A 


37149. 334 


1. 359 


25 


ATOM 


499 


NH2 ARG A 


37151. 293 


2. 429 




ATOM 


500 


H 


ARG A 


37148. 396 


3. 673 




ATOM 


501 


HA 


ARG A 


37148. 862 


4. 384 




ATOM 


502 


1HB 


ARG A 


37151. 038 


3. 690 




ATOM 


503 


2HB 


ARG A 


37151. 201 


3. 940 
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3. 214 1. 00 0. 00 C 

3. 436 1. 00 0. 00 C 

2. 818 1. 00 0.00 C 
5. 175 1. 00 0. 00 H 

3. 556 1. 00 0. 00 H 
5. 032 1. 00 0. 00 H 

2. 309 1. 00 0. 00 H 

3. 732 1. 00 0. 00 H 

3. 135 1. 00 0. 00 H 

2. 566 1. 00 0. 00 H 

4. 127 1. 00 0. 00 H 

3. 054 1. 00 0. 00 H 
3.361 1.00 0. 00 H 
1.756 1.00 0. 00 H 

4. 945 1. 00 0. 00 N 

5. 790 1. 00 0. 00 C 

5. 323 1. 00 0. 00 C 

6. 061 1. 00 0. 00 0 
5.781 1.00 0.00 C 

6. 015 1. 00 0. 00 C 

7. 390 1. 00 0. 00 C 

8. 463 1. 00 0. 00 N 

9. 755 1. 00 0. 00 C 
10.137 1.00 0. 00 N 
10. 667 1. 00 0. 00 N 

3. 976 1. 00 0. 00 H 
6. 797 1. 00 0. 00 H 

4. 824 1. 00 0. 00 H 
6.556 1.00 0.00 H 
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HG ARG A 37149.688 1.680 5.264 1.00 0. 00 H 

!HG ARG A 37151.316 1.573 5.937 1.00 0. 00 H 

IHD ARG A 37148.835 2.323 7.480 1.00 0. 00 H 

>HD ARG A 37149.595 0.731 7.485 1.00 0. 00 H 

HE ARG A 37151.480 2.703 8.209 1.00 0. 00 H 

1HH1 ARG A 37148. 679 1. 035 9. 455 I. 00 0. 00 H 

2HH1 ARG A 37149.165 1.195 11.109 1.00 0. 00 H 

1HH2 ARG A 37152.120 2.915 10.384 1.00 0. 00 H 

2HH2 ARG A 37151. 118 2. 264 11. 637 1. 00 0. 00 H 

N TRP A 38149.992 5.923 4.091 1.00 0. 00 N 

CA TRP A 38150. 282 7. 236 3. 528 1. 00 0. 00 C 

C TRP A 38149.598 7.413 2.174 1.00 0. 00 C 

0 TRP A 38149. 676 6. 542 1. 309 1. 00 0. 00 0 

CB TRP A 38151.795 7.432 3.381 1.00 0. 00 C 

CG TRP A 38152.166 8.645 2.578 1.00 0. 00 C 

CD 1 TRP A 38152.399 9.903 3.052 1.00 0. 00 C 

CD2 TRP A 38152.339 8.712 1.157 1.00 0. 00 C 

NE1 TRP A 38152.706 10.749 2.013 1.00 0. 00 N 

CE2 TRP A 38152.675 10.041 0.840 1.00 0. 00 C 

CE3 TRP A 38152.241 7.776 0.124 1.00 0. 00 C 

524 CZ2 TRP A 38152.916 10.455 -0.468 1.00 0. 00 C 

CZ3 TRP A 38152.480 8.189 -1.174 1.00 0. 00 C 

CH2 TRP A 38152.814 9.518 -1.460 1.00 0. 00 C 
H TRP A 38150.156 5.122' 3.550 1.00 0. 00 H 

HA TRP A 38149.897 7.980 4.210 1.00 0. 00 H 

IHB TRP A 38152.234 7.537 4.362 1.00 0. 00 H 

2HB TRP A 38152. 217 6. 567 2. 893 1. 00 0. 00 H 

HD1 TRP A 38152.346 10.181 4.094 1.00 0. 00 H 

HE 1 TRP A 38152.914 11.703 2.097 1.00 0. 00 H 
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504 1 




ATOM 


505 5 




ATOM 


506 ] 




ATOM 


507 \ 


5 


ATOM 


508 




ATOM 


509 




ATOM 


510 : 




ATOM 


511 




ATOM 


512 


10 


ATOM 


513 




ATOM 


514 




ATOM 


515 




ATOM 


516 




ATOM 


517 


15 


ATOM 


518 




ATOM 


519 




ATOM 


520 




ATOM 


521 




ATOM 


522 


20 


ATOM 


523 




ATOM 


524 




ATOM 


525 




ATOM 


526 




ATOM 


527 


25 


ATOM 


528 




ATOM 


529 




ATOM 


530 




ATOM 


531 




ATOM 


532 
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844 





ATOM 


533 


HE3 TRP A 


38151. 985 


6. 747 




ATOM 


534 


HZ2 TRP A 


38153. 170 


11. 477 




ATOM 


535 


HZ 3 TRP A 


38152. 409 


7. 479 




ATOM 


536 


HH2 TRP A 


38152. 991 


9. 796 


5 


ATOM 


537 


N ILE A 


39148. 938 


8. 552 




ATOM 


538 


CA ILE A 


39148. 248 


8. 854 




ATOM 


539 


C ILE A 


39148. 745 


10. 172 




ATOM 


540 


0 ILE A 


39148. 421 


11. 247 




ATOM 


541 


CB ILE A 


39146. 722 


8. 938 


10 


ATOM 


542 


CGI ILE A 


39146. 221 


7. 736 




ATOM 


543 


CG2 ILE A 


39146. 013 


9.017 




ATOM 


544 


CD1 ILE A 


39145. 393 


8. 123 




ATOM 


545 


H ILE A 


39148. 919 


9. 208 




ATOM 


546 


HA ILE A 


39148. 456 


8, 059 


15 


ATOM 


547 


HB ILE A 


39146. 505 


9. 844 




ATOM 


548 


1HG1 ILE A 


39145. 610 


7. 113 




ATOM 


549 


2HG1 ILE A 


39147. 069 


7. 164 




ATOM 


550 


1HG2 ILE A 


39145. 966 


10. 047 




ATOM 


551 


2HG2 ILE A 


39145. 012 


8. 625 


20 


ATOM 


552 


3HG2 ILE A 


39146. 559 


8. 436 




ATOM 


553 


1HD1 ILE A 


39145. 869 


8. 941 




ATOM 


554 


2HD1 ILE A 


39145. 310 


7. 276 




ATOM 


555 


3HD1 ILE A 


39144. 407 


8. 424 




ATOM 


556 


N GLY A 


40149. 540 


10. 085 


25 


ATOM 


557 


CA GLY A 


40150. 072 


11. 282 




ATOM 


558 


C GLY A 


40150.651 


11. 019 




ATOM 


559 


0 GLY A 


40150. 491 


9. 932 




ATOM 


560 


H GLY A 


40149. 770 


9. 203 




ATOM 


561 


1HA GLY A 


40149. 282 


12. 010 
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0. 325 1. 00 0. 00 H 
0. 706 1. 00 0. 00 H 
•1. 985 1. 00 0. 00 H 
•2. 489 1. 00 0. 00 H 
2. 000 1. 00 0. 00 N 
0. 752 I 00 0. 00 C 
0. 170 1. 00 0. 00 C 
0. 676 1. 00 0. 00 0 

0. 956 1. 00 0. 00 C 

1. 761 1. 00 0. 00 C 
-0. 388 1. 00 0. 00 C 

2. 967 1. 00 0. 00 C 
2. 727 1. 00 0. 00 H 

0. 052 1. 00 0. 00 H 

1. 502 1. 00 0. 00 H 

1. 126 1. 00 0. 00 H 

2. 110 1. 00 0. 00 H 
-0. 710 1. 00 0. 00 H 
-0. 290 1. 00 0. 00 H 
-1.118 1.00 0. 00 H 

3. 485 1. 00 0. 00 H 
3. 633 1. 00 0. 00 H 
2. 645 1. 00 0. 00 H 

-0. 892 1. 00 0. 00 N 
-1. 515 1. 00 0. 00 C 
-2. 891 1. 00 0. 00 C 
-3. 444 1. 00 0. 00 0 
-1.251 1.00 0. 00 H 
-1.603 1.00 0.00 H 
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ATOM 562 2HA GLY A 40150.847 11.687 -0.883 1.00 0. 00 H 

ATOM 563 N GLN A 41151.325 12.023 -3.443 1.00 0. 00 N 

ATOM 564 CA GLN A 41151.933 11.908 -4.762 1.00 0. 00 C 

ATOM 565 C GLN A 41153.415 12.277 -4.707 1.00 0. 00 C 

5 ATOM 566 0 GLN A 41153.765 13.423 -4.426 1.00 0.00 0 

ATOM 567 CB GLN A 41151.204 12.816 -5.752 1.00 0. 00 C 

ATOM 568 CG GLN A 41149.691 12.670 -5.711 1.00 0. 00 C 

ATOM 569 CD GLN A 41148.975 14.000 -5.846 1.00 0. 00 C 

ATOM 570 0E1 GLN A 41148.930 14.793 -4.906 1.00 0.00 0 

10 ATOM 571 NE2 GLN A 41148.410 14.250 -7.021 1.00 0. 00 N 

ATOM 572 H GLN A 41151.414 12.865 -2.949 1.00 0. 00 H 

ATOM 573 HA GLN A 41151.835 10.884 -5.086 1.00 0. 00 H 

ATOM 574 1HB GLN A 41151.451 13.842 -5.527 1.00 0. 00 H 
ATOM 575 2HB GLN A 41151.540 12.584 -6.751 1.00 0. 00 H 
15 ATOM 576 1HG GLN A 41149.380 12.029 -6.521 1.00 0. 00 H 
ATOM 577 2HG GLN A 41149.411 12.222 -4.769 1.00 0. 00 H 
ATOM 578 1HE2 GLN A 41148.486 13.573 -7.725 1.00 0. 00 H 
ATOM 579 2HE2 GLN A 41147.940 15.102 -7.137 1.00 0. 00 H 
ATOM 580 N PROA 42154.311 11.309 -4.972 1.00 0. 00 N 
20 ATOM 581 CA PRO A 42155.758 11.547 -4.946 1.00 0. 00 C 
ATOM 582 C PRO A 42156.179 12.657 -5.905 1.00 0. 00 C 
ATOM 583 0 PRO A 42155.455 12.987 -6.843 1.00 0.00 0 
ATOM 584 CB PROA 42156.356 10.207 -5.388 1.00 0. 00 C 
ATOM 585 CG PROA 42155.296 9.203 -5.095 1.00 0. 00 C 
25 ATOM 586 CD PROA 42153.991 9.911 -5.315 1.00 0. 00 C 
ATOM 587 HA PROA 42156.101 11.786 -3.950 1.00 0. 00 H 
ATOM 588 1HB PROA 42156.586 10.244 -6.442 1.00 0. 00 H 
ATOM 589 2HB PROA 42157.254 10.008 -4.823 1.00 0. 00 H 
ATOM 590 1HG PROA 42155.387 8.364 -5.771 1.00 0. 00 H 
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ATOM 591 2HG PROA 42155.375 8.871 -4.071 1.00 0. 00 H 

ATOM 592 1HD PROA 42153.684 9.827 -6.348 1.00 0. 00 H 

ATOM 593 2HD PROA 42153.231 9". 517 -4.658 1.00 0. 00 H 

ATOM 594 N PROA 43157.363 13.249 -5.679 1.00 0. 00 N 

5 ATOM 595 CA PROA 43157.881 14.326 -6.528 1.00 0. 00 C 

ATOM 596 C PRO A 43158.324 13.821 -7.895 1.00 0. 00 C 

ATOM 597 0 PROA 43159.493 13.486 -8.095 1.00 0.00 0 

ATOM 598 CB PROA 43159.080 14.853 -5.743 1.00 0. 00 C 

ATOM 599 CG PROA 43159.531 13.697 -4.917 1.00 0. 00 C 

10 ATOM 600 CD PROA 43158.291 12.915 -4.581 1.00 0. 00 C 

ATOM 601 HA PROA 43157.153 15.114 -6.654 1.00 0. 00 H 

ATOM 602 1HB PROA 43159.849 15.170 -6.431 1.00 0. 00 H 

ATOM 603 2HB PROA 43158.775 15.683 -5.125 1.00 0. 00 H 

ATOM 604 1HG PRO A 43160. 217 13. 087 -5. 485 1. 00 0. 00 H 

15 ATOM 605 2HG PROA 43160.005 14.054 -4.015 1.00 0. 00 H 

ATOM 606 1HD PROA 43158.506 11.856 -4.567 1.00 0. 00 H 

ATOM 607 2HD PROA 43157.891 13.232 -3.630 1.00 0. 00 H 

ATOM 608 N GLY A 44157. 387 13. 768 -8. 834 1. 00 0. 00 N 

ATOM 609 CA GLY A 44157. 705 13. 303 -10. 169 1. 00 0. 00 C 

20 ATOM 610 C GLY A 44156.484 12.809 -10.918 1.00 0. 00 C 

ATOM 611 0 GLY A 44156.229 13.226 -12.047 1.00 0.00 0 
ATOM 612 H GLY A 44156.473 14.047 -8.617 1.00 0. 00 H 
ATOM 613 1HA GLY A 44158.149 14.114 -10.725 1.00 0. 00 H 
ATOM 614 2HA GLY A 44158.419 12.496 -10.097 1.00 0. 00 H 
25 ATOM 615 N LEU A 45155.725 11.918 -10.287 1.00 0. 00 N 
ATOM 616 CA LEO A 45154.523 11.370 -10.904 1.00 0. 00 C 
ATOM 617 C LEU A 45153.295 11.657 -10.050 1.00 0. 00 C 
ATOM 618 0 LEU A 45153.164 11.135 -8.943 1.00 0.00 0 
ATOM 619 CB LEU A 45154.673 9.861 -11.111 1.00 0. 00 C 
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ATOM 620 CG LEU A 45155.191 9.090 -9.896 1.00 0. 00 C 

ATOM 621 CD 1 LEU A 45154.827 7.615 -10.002 1.00 0. 00 C 

ATOM 622 CD2 LEU A 45156.697 9.266 -9.756 1.00 0. 00 C 

ATOM 623 H LEU A 45155.978 11.626 -9.384 1.00 0. 00 H 

5 ATOM 624 HA LEU A 45154.398 11.845 -11.866 1.00 0. 00 H 

ATOM 625 1HB LEU A 45153.707 9.460 -11.383 1.00 0. 00 H 

ATOM 626 2HB LEU A 45155.357 9.697 -11.931 1.00 0. 00 H 

ATOM 627 HG LEU A 45154.723 9.484 -9.004 1.00 0. 00 H 

ATOM 628 1HD1 LEU A 45154.218 7.455 -10.880 1.00 0. 00 H 

10 ATOM 629 2HD1 LEU A 45154.275 7.317 -9.123 1.00 0. 00 H 

ATOM 630 3HD1 LEU A 45155.729 7.025 -10.079 1.00 0. 00 H 

ATOM 631 1HD2 LEU A 45157.159 8.306 -9.582 1.00 0. 00 H 

ATOM 632 2HD2 LEU A 45156.906 9.922 -8.925 1.00 0. 00 H 

ATOM 633 3HD2 LEU A 45157.095 9.697 -10.664 1.00 0. 00 H 

15 ATOM 634 N ASN A 46152.396 12.487 -10.566 1.00 0. 00 N 

ATOM 635 CA ASN A 46151.182 12.831 -9.837 1.00 0. 00 C 

ATOM 636 C ASN A 46150.210 11.656 -9.839 1.00 0. 00 C 

ATOM 637 0 ASN A 46149.608 11.335 -10.863 1.00 0.00 0 

ATOM 638 CB ASN A 46150.518 14.060 -10.460 1.00 0. 00 C 

20 ATOM 639 CG ASN A 46149.756 14.885 -9.442 1.00 0. 00 C 

ATOM 640 0D1 ASN A 46148.535 15.019 -9.523 1.00 0.00 0 

ATOM 641 ND2 ASN A 46150.475 15.444 -8.476 1.00 0. 00 N 

ATOM 642 H ASN A 46152.550 12.874 -11.453 1.00 0. 00 H 

ATOM 643 HA ASN A 46151.457 13.056 -8.818 1.00 0. 00 H 

25 ATOM 644 1HB ASN A 46151.277 14.685 -10.906 1.00 0. 00 H 

ATOM 645 2HB ASN A 46149.827 13.738 -11.227 1.00 0. 00 H 

ATOM 646 1HD2 ASN A 46151.443 15.294 -8.474 LOO 0. 00 H 

ATOM 647 2HD2 ASN A 46150.008 15.982 -7.803 1.00 0. 00 H 

ATOM 648 N GLU A 47150.065 11.019 -8.683 1.00 0. 00 N 
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ATOM 649 CA GLU A 47149.170 9.877 -8.543 1.00 0. 00 C 

ATOM 650 C GLU A 47148.942 9.545 -7.073 1.00 0. 00 C 

ATOM 651 0 GLU A 47149.887 9.254 -6.341 1.00 0.00 0 

ATOM 652 CB GLU A 47149.741 8.657 -9.270 1.00 0. 00 C 

5 ATOM 653 CG GLU A 47151.249 8.512 -9.129 1.00 0. 00 C 

ATOM 654 CD GLU A 47151.835 7.534 -10.128 1.00 0. 00 C 

ATOM 655 0E1 GLU A 47152.125 6.385 -9.733 1.00 0.00 0 

ATOM 656 0E2 GLU A 47152.005 7.916 -11.304 1.00 0.00 0 

ATOM 657 H GLU A 47150.576 11.322 -7.903 1.00 0. 00 H 

10 ATOM 658 HA GLU A 47148.224 10.141 -8.991 1.00 0. 00 H 

ATOM 659 1HB GLU A 47149.278 7.766 -8.872 1.00 0. 00 H 

ATOM 660 2HB GLU A 47149.506 8.736 -10.320 1.00 0. 00 H 





ATOM 


661 


IHG GLU A 


47151. 706 


9. 477 


-9. 283 


1. 00 


/n f\ f\ TT 

0. 00 H 




ATOM 


662 


2HG GLU A 


47151. 475 


8. 164 


-8. 132 


1.00 


0.00 H 


15 


ATOM 


663 


N VAL A 


48147. 686 


9. 586 


-6. 647 


1. 00 


0.00 N 




ATOM 


664 


CA VAL A 


48147. 346 


9. 281 


-5. 263 


1. 00 


0. 00 C 




ATOM 


665 


C VAL A 


48147. 678 


7. 831 


-4. 933 


1. 00 


0. 00 C 




ATOM 


666 


0 VAL A 


48146. 921 


6. 919 


-5. 267 


1. 00 


0.00 0 




ATOM 


667 


CB VAL A 


48145. 854 


9. 534 


-4. 978 


1.00 


0.00 c 


20 


ATOM 


668 


CGI VAL A 


48145. 566 


9. 417 


-3. 490 


1. 00 


0.00 c 




ATOM 


669 


CG2 VAL A 


48145. 432 


10. 897 


-5. 505 


1. 00 


0.00 c 




ATOM 


670 


H VAL A 


48146. 971 


9. 820 


-7. 275 


1. 00 


0.00 H 




ATOM 


671 


HA VAL A 


48147. 931 


9. 929 


-4. 625 


1. 00 


0.00 H 




ATOM 


672 


HB VAL A 


48145. 277 


8. 779 


-5. 493 


1. 00 


0.00 H 


25 


ATOM 


673 


1HG1 VAL A 


48144. 569 


9. 780 


-3. 286 


1. 00 


0.00 H 




ATOM 


674 


2HG1 VAL A 


48146. 283 


10. 006 


-2. 937 


1. 00 


0. 00 H 




ATOM 


675 


3HG1 VAL A 


48145. 640 


8. 383 


-3. 189 


1. 00 


0. 00 H 




ATOM 


676 


1HG2 VAL A 


48145.318 


10. 849 


-6. 578 


1. 00 


0.00 H 




ATOM 


677 


2HG2 VAL A 


48146. 187 


11. 628 


-5. 256 


1. 00 


0.00 H 
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678 3HG2 VAL A 48144.492 11.182 -5.056 1.00 0. 00 H 

679 N LEU A 49148.816 7.624 -4.281 1.00 0. 00 N 

680 CA LEU A 49149.250 6.283 -3.909 1.00 0. 00 C 

681 C LEU A 49149.076 6.055 -2.413 1.00 0. 00 C 

682 0 LEU A 49149.743 6.692 -1.597 1.00 0.00 0 

683 CB LEU A 49150.712 6.068 -4.304 1.00 0. 00 C 

684 CG LEU A 49150.984 6.063 -5.809 1.00 0. 00 C 

685 CD1 LEU A 49152.453 6.335 -6.087 1.00 0. 00 C 

686 CD2 LEU A 49150.560 4.737 -6.421 1.00 0. 00 C 

687 H LEU A 49149.378 8.391 -4.041 1.00 0. 00 H 

688 HA LEU A 49148.634 5.576 -4.443 1.00 0. 00 H 

689 1HB LEU A 49151.303 6.853 -3.854 1.00 0. 00 H 

690 2HB LEU A 49151.036 5.121 -3.899 1.00 0. 00 H 

691 HG LEU A 49150.405 6.847 -6.275 1.00 0. 00 H 

692 1HD1 LEU A 49152.547 6.928 -6.984 1.00 0. 00 H 

693 2HD1 LEU A 49152.975 5.398 -6.218 1.00 0. 00 H 

694 3HD1 LEU A 49152.884 6.872 -5.254 1.00 0. 00 H 

695 1HD2 LEU A 49149.544 4.813 -6.778 1.00 0. 00 H 

696 2HD2 LEU A 49150.622 3.959 -5.675 1.00 0. 00 H 

697 3HD2 LEU A 49151.214 4.496 -7.247 1.00 0. 00 H 

698 N ALA A 50148.177 5.145 -2.059 1.00 0. 00 N 

699 CA ALA A 50147.920 4.838 -0.661 1.00 0. 00 C 

700 C ALA A 50148.793 3.683 -0.183 1.00 0. 00 C 

701 0 ALA A 50148.658 2.554 -0.654 1.00 0.00 0 

702 CB ALA A 50146.448 4.511 -0.454 1.00 0. 00 C 

703 H ALA A 50147.675 4.671 -2.755 1.00 0. 00 H 

704 HA ALA A 50148.154 5.719 -0.082 1.00 0. 00 H 

705 1HB ALA A 50146.320 3.440 -0.414 1.00 0. 00 H 

706 2HB ALA A 50145.871 4.912 -1.273 1.00 0. 00 H 





ATOM 




ATOM 




ATOM 




ATOM 


5 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


10 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


15 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


20 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


25 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 
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W 850 





ATOM 


707 3HB 


ALA A 


50146. 109 


4. 949 




ATOM 


*7 AO 

708 


XT 

N 


GLY A 


51149. 690 


3. 974 




ATOM 


709 


CA 


GLY A 


51150. 574 


2. 950 




ATOM 


710 


C 


GLY A 


51149. 829 


1. 892 


5 


ATOM 


711 


0 


GLY A 


51149. 265 


2. 178 




ATOM 


712 


H 


GLY A 


51149. 754 


4. 892 




ATOM 


713 : 


I HA 


GLY A 


51151. 085 


2. 474 




ATOM 


714 2HA 


GLY A 


51151. 306 


3. 416 




ATOM 


715 


N 


LEU A 


52149. 829 


0. 665 


10 


ATOM 


716 


CA 


LEU A 


52149. 149 


-0. 440 




ATOM 


717 


C 


LEU A 


52150. 150 


-1. 351 




ATOM 


718 


0 


LEU A 


52151. 154 


-1. 756 




ATOM 


719 


CB 


LEU A 


52148. 330 


-1. 244 




ATOM 


720 


CG 


LEU A 


52147. 084 


-0. 536 


15 


ATOM 


721 


CD1 


LEU A 


52146. 371 


-1. 410 




ATOM 


722 


CD 2 LEU A 


52146. 148 


-0. 170 




ATOM 


723 


H 


LEU A 


52150. 298 


0. 499 




ATOM 


724 


HA 


LEU A 


52148. 482 


-0. 021 




ATOM 


725 


1HB 


LEU A 


52148.969 


-1. 488 


20 


ATOM 


726 


2HB 


LEU A 


52148. 018 


-2. 163 




ATOM 


727 


HG 


LEU A 


52147.383 


0. 376 




ATOM 


728 


1HD1 LEU A 


52145. 328 


-1. 134 




ATOM 


729 


2HD1 LEU A 


52146.456 


-2. 447 




ATOM 


730 


3HD1 LEU A 


52146. 820 


-1. 272 


25 


ATOM 


731 


1HD2 LEU A 


52146. 625 


0. 562 




ATOM 


732 


2HD2 LEU A 


52145. 920 


-1. 054 




ATOM 


733 3HD2 LEU A 


52145. 235 


0. 244 




ATOM 


734 


N 


GLU A 


53149.869 


-1.669 




ATOM 


735 


CA 


GLU A 


53150. 744 


-2. 533 
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0. 473 1. 00 0. 00 H 

0. 753 1. 00 0. 00 N 

1. 277 1. 00 0. 00 C 

2. 067 1. 00 0. 00 C 

3. 121 1. 00 0. 00 0 

1. 090 1. 00 0. 00 H 

0. 453 1. 00 0. 00 H 
1.921 1.00 0. 00 H 
1.555 1.00 0. 00 N 

2. 220 1. 00 0. 00 C 
2. 923 1. 00 0. 00 C 
2. 337 1. 00 0. 00 0 

1. 209 1. 00 0. 00 C 

0. 673 1. 00 0. 00 C 
-0. 345 1. 00 0. 00 C 

1. 815 1. 00 0. 00 C 
0.710 1.00 0. 00 H 

2. 958 1. 00 0. 00 H 

0. 373 1. 00 0. 00 H 

1. 681 1. 00 0. 00 H 
0. 178 1. 00 0. 00 H 

-0. 389 1. 00 0. 00 H 

-0. 053 1. 00 0. 00 H 

-1. 317 1. 00 0. 00 H 

2.451 1.00 0. 00 H 

2. 391 1. 00 0. 00 H 
1.412 1.00 0. 00 H 
4. 182 1. 00 0. 00 N 
4. 965 1. 00 0. 00 C 
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ATOM 


736 


C 


GLU A 


53150. 203 


-3. 959 


r A A rj 

5. 007 


1 nn 
1. 00 


a a a n 

0. 00 c 




ATOM 


737 


0 


GLU A 


r~ c\ -t a a nor* 

53149. 225 


-4. 242 


r /? a A 

5. 699 


1 n A 

1. 00 


n f\r\ a 

0. 00 0 




ATOM 


738 


CB 


GLU A 


53150. 892 


-1. 989 


O A O O 

6. 388 


1. 00 


A AA A 

0. 00 c 




ATOM 


739 


CG 


GLU A 


53 15 1. 852 


-I. 792 


rr n r~ A 

7. 250 


1. 00 


A A A A 

0. 00 c 


5 


ATOM 


740 


CD 


GLU A 


53151. 466 


-2. 780 


8. 716 


1 A A 

1. 00 


A A A A 

0. 00 c 




ATOM 


741 


0E1 


GLU A 


53152. 269 


-2. 289 


A f" A A 

9. 538 


1 A A 

1. 00 


A A A A 

0. 00 0 




ATOM 


742 


0E2 GLU A 


53150. 360 


-3. 260 


9. 044 


1. 00 


A A A A 

0. 00 0 




ATOM 


743 


H 


GLU A 


53149. 053 


-1. 315 


4. 593 


1 A A 

l. 00 


A A A TT 

0. 00 H 




ATOM 


744 


HA 


GLU A 


53151. 713 


-2. 542 


4. 490 


-t A A 

l. 00 


A A A TT 

0. 00 H 


10 


ATOM 


745 


1HB 


GLU A 


53151. 255 


-0. 972 


6. 335 


1 A A 

l. 00 


A A A IT 

0. 00 H 




ATOM 


746 


2HB 


GLU A 


53149. 924 


-1. 992 


6. 865 


1 A A 

l. 00 


A A A TT 

0. 00 H 




ATOM 


747 


1HG 


GLU A 


53151. 857 


-3. 815 


6. 904 


l. 00 


0. 00 H 




ATOM 


748 


2HG 


GLU A 


53152. 843 


-2. 373 


7. 150 


l. 00 


0. 00 H 




ATOM 


749 


N 


LEU A 


54150. 846 


-4. 852 


4. 262 


l. 00 


0. 00 N 


15 


ATOM 


750 


CA 


LEU A 


54150. 430 


-6. 249 


4. 214 


l. 00 


0. 00 C 




ATOM 


751 


C 


LEU A 


54150. 631 


-6. 923 


5. 567 


l. 00 


0. 00 C 




ATOM 


752 


0 


LEU A 


54151. 705 


-6. 836 


6. 162 


l. 00 


0. 00 0 




ATOM 


753 


CB 


LEU A 


54151. 213 


-6. 998 


3. 135 


l. 00 


0. 00 c 




ATOM 


754 


CG 


LEU A 


54151. 220 


-6. 331 


l. 759 


l. 00 


f\ A A A 

0. 00 c 


20 


ATOM 


755 


CD1 


LEU A 


54152. 393 


-6. 831 


0. 929 


l. 00 


0. 00 c 




ATOM 


756 


CD 2 LEU A 


54149. 906 


-6. 587 


l. 037 


l. 00 


r\ A A A 

0. 00 c 




ATOM 


757 


H 


LEU A 


54151. 619 


-4. 564 


3. 733 


l. 00 


A A A TT 

0. 00 H 




ATOM 


758 


HA 


LEU A 


54149. 379 


-6. 272 


3. 966 


l. 00 


A A A TT 

0. 00 H 




ATOM 


759 


1HB 


LEU A 


54152. 236 


-7. 101 


3. 468 


l. 00 


A A A IT 

0. 00 H 


25 


ATOM 


760 


2HB 


LEU A 


54150. 786 


-7. 985 


O AAA 

3. 030 


4 A A 

l. 00 


A A A TT 

0. 00 H 




ATOM 


761 


HG 


LEU A 


54151. 331 


-5. 264 


l. 885 


l. 00 


0. 00 H 




ATOM 


762 


1HD1 LEU A 


54153. 306 


-6. 728 


l. 497 


l. 00 


0. 00 H 




ATOM 


763 


2HD1 LEU A 


54152. 465 


-6. 250 


0. 022 


l. 00 


0. 00 H 




ATOM 


764 


3HD1 LEU A 


54152. 240 


-7. 871 


0. 680 


l. 00 


0. 00 H 
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ATOM 


765 1HD2 LEU A 


54 149. 462 


n /inn 

-7. 499 




ATOM 


766 2HD2 LEU A 


54150. 090 


Q COO 

-6. boo 




ATOM 


767 3HD2 LEU A 


r~ A 1 A A ono 

54149. 232 


-5. 761 




ATOM 


*7 d 0 

768 


XT 

N 




55149. 590 


rr r n r 

-7. 595 


5 


ATOM 


769 


P A 

CA 


GLU A 


55149. 653 


-8. 284 




ATOM 


770 


C 


GLU A 


^ ^ < ^ f\ ft 1 n 

55150. 613 


-9. 468 




ATOM 


771 


0 


GLU A 


55151. 246 


A o O A 

-9. 820 




ATOM 


772 


CB 


GLU A 


55148. 261 


-8. 765 




ATOM 


773 


CG 


GLU A 


55147. 281 


-7. 634 


10 


ATOM 


774 


CD 


GLU A 


55146. 305 


-7. 957 




ATOM 


775 


0E1 


GLU A 


55145. 186 


-7. 403 




ATOM 


776 


0E2 GLU A 


55146. 660 


-8. 765 




ATOM 


777 


H 


GLU A 


55148. 760 


-7. 628 




ATOM 


778 


HA 


GLU A 


55150. 014 


-7. 582 


15 


ATOM 


779 


1HB 


GLU A 


55147. 858 


-9. 384 




ATOM 


780 


2HB 


GLU A 


55148. 349 


-9. 354 




ATOM 


781 


1HG 


GLU A 


55147. 836 


-6. 749 




ATOM 


782 


2HG 


GLU A 


55146. 721 


-7. 441 




ATOM 


783 


N 


ASP A 


56150. 717 


-10. 077 


20 


ATOM 


784 


CA 


ASP A 


56151. 601 


-11. 220 




ATOM 


785 


C 


ASP A 


56152. 965 


-10. 773 




ATOM 


786 


0 


ASP A 


56153. 065 


-10. 126 




ATOM 


787 


CB 


ASP A 


56150. 975 


-12. 215 




ATOM 


788 


CG 


ASP A 


56150. 131 


-13. 263 


25 


ATOM 


789 


0D1 ASP A 


56150. 329 


-14. 464 




ATOM 


790 


0D2 ASP A 


56149. 275 


-12. 881 




ATOM 


791 


H 


ASP A 


56150. 187 


-9. 749 




ATOM 


792 


HA 


ASP A 


56151. 730 


-11. 705 




ATOM 


793 


1HB 


ASP A 


56150. 346 


-11. 679 
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1. 409 1. 00 0. 00 H 

0. 023 1. 00 0. 00 H 

1.211 1.00 0. 00 H 

6. 048 1. 00 0. 00 N 

7. 331 1. 00 0. 00 C 

7. 267 1. 00 0. 00 C 

8. 263 1. 00 0. 00 0 

7. 744 1. 00 0. 00 C 

8. 009 1. 00 0. 00 C 

9. 124 1. 00 0. 00 C 
9. 112 1. 00 0. 00 0 

10. 008 1. 00 0. 00 0 

5. 528 1. 00 0. 00 H 
8. 067 1. 00 0. 00 H 

6. 957 1. 00 0. 00 H 
8. 644 1. 00 0. 00 H 
8. 282 1. 00 0. 00 H 

7. 104 1. 00 0. 00 H 
6. 091 1. 00 0. 00 N 
5. 898 1. 00 0. 00 C 
5.385 1.00 0.00 C 
4.342 1.00 .0.00 0 

4. 918 1. 00 0. 00 C 

5. 618 1. 00 0. 00 C 

5. 342 1. 00 0. 00 0 

6. 443 1. 00 0. 00 0 

5. 335 1. 00 0. 00 H 

6. 854 1. 00 0. 00 H 
4. 223 1. 00 0. 00 H 
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3B ASP A 56151. 761 -12. 717 4.373 1.00 0. 00 H 

* GLU A 57154.013 -11.122 6.123 1.00 0. 00 N 

CA GLU A 57155.372 -10.756 5.742 1.00 0. 00 C 

C GLU A 57155.819 -11.534 4.509 1.00 0. 00 C 

0 GLU A 57156.361 -12.633 4.617 1.00 0.00 0 

CB GLU A 57156.337 -11.018 6.901 1.00 0. 00 C 

CG GLU A 57156. 180 -10. 041 8. 055 1. 00 0. 00 C 

CD GLU A 57157. 188 -10. 282 9. 162 1. 00 0. 00 C 

0E1 GLU A 57158.344 -9.829 9! 022 1.00 0.00 0 

0E2 GLU A 57156. 820 -10. 922 10. 170 1. 00 0. 00 0 

H GLU A 57153. 869 -11. 638 6. 944 1. 00 0. 00 H 

HA GLU A 57155.379 -9.702 5.511 1.00 0. 00 H 

HB GLU A 57156.167 -12.016 7.277 1.00 0. 00 H 

!HB GLU A 57157. 350 -10. 949 6. 533 1. 00 0. 00 H 

IHG GLU A 57156.314 -9.037 7.680 1.00 0. 00 H 

5HG GLU A 57155.186 -10.142 8.464 1.00 0. 00 H 

N CYS A 58155. 588 -10. 954 3. 334 1. 00 0. 00 N 

CA CYS A 58155.966 -11.592 2.079 1.00 0. 00 C 

C CYS A 58157.251 -10.984 1.524 1.00 0. 00 C 

0 CYS A 58157.464 -9.774 1.610 1.00 0.00 0 

CB CYS A 58154.840 -11.456 1.054 1.00 0. 00 C 

SG CYS A 58153.495 -12.644 1.273 1.00 0. 00 S 

H CYS A 58155.153 -10.076 3.312 1.00 0. 00 H 

HA CYS A 58156.136 -12.640 2.278 1.00 0. 00 H 

1HB CYS A 58154.417 -10.465 1.125 1.00 0. 00 H 

2HB CYS A 58155. 247 -1 1. 598 0.063 1.00 0. 00 H 

HG CYS A 58153.569 -13.017 2.154 1.00 0. 00 H 

N ALA A 59158.103 -11.830 0.956 1.00 0. 00 N 

CA ALA A 59159.367 -11.377 0.388 1.00 0. 00 C 
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ATOM 823 C ALA A 59159.133 -10.493 -0.833 1.00 0. 00 C 

ATOM 824 0 ALA A 59158.338 -10.828 -1.711 1.00 0.00 0 

ATOM 825 CB ALA A 59160.237 -12.568 0.019 1.00 0. 00 C 

ATOM 826 H ALA A 59157.877 -12.784 0.918 1.00 0. 00 H 

5 ATOM 827 HA ALA A 59159.884 -10.802 1.142 1.00 0. 00 H 

ATOM 828 1HB ALA A 59160.836 -12.324 -0.846 1.00 0. 00 H 

ATOM 829 2HB ALA A 59159.609 -13.417 -0.206 1.00 0. 00 H 

ATOM 830 3HB ALA A 59160.886 -12.811 0.848 1.00 0. 00 H 

ATOM 831 N GLY A 60159.830 -9.362 -0.881 1.00 0. 00 N 

10 ATOM 832 CA GLY A 60159.684 -8.448 -1.998 1.00 0. 00 C 

ATOM 833 C GLY A 60158.880 -7.214 -1.637 1.00 0. 00 C 

ATOM 834 0 GLY A 60158.226 -6.619 -2.492 1.00 0.00 0 

ATOM 835 H GLY A 60160.449 -9.148 -0.152 1.00 0. 00 H 

ATOM 836 1HA GLY A 60160. 665 -8. 141 -2. 328 1. 00 0. 00 H 
15 ATOM 837 2HA GLY A 60159. 188 -8. 963 -2. 807 1. 00 0. 00 H 
ATOM 838 N CYS A 61158.929 -6.830 -0.365 1.00 0. 00 N 
ATOM 839 CA CYS A 61158.200 -5.659 0.108 1.00 0. 00 C 
ATOM 840 C CYS A 61159.087 -4.786 0.991 1.00 0. 00 C 
ATOM 841 0 CYS A 61159.907 -5.293 1.757 1.00 0.00 0 
20 ATOM 842 CB CYS A 61156.954 -6.089 0.884 1.00 0. 00 C 
ATOM 843 SG CYS A 61155.907 -7.271 0.002 1.00 0. 00 S 
ATOM 844 H CYS A 61159.469 -7.346 0.270 1.00 0. 00 H 
ATOM 845 HA CYS A 61157.897 -5.087 -0.754 1.00 0. 00 H 
ATOM 846 1HB CYS A 61157.257 -6.550 1.812 1.00 0. 00 H 
25 ATOM 847 2HB CYS A 61156.356 -5.216 1.100 1.00 0. 00 H 
ATOM 848 HG CYS A 61156.179 -7.278 -0.918 1.00 0. 00 H 
ATOM 849 N THR A 62158.917 -3.474 0.877 1.00 0. 00 N 
ATOM 850 CA THR A 62159.702 -2.530 1.664 1.00 0. 00 C 
ATOM 851 C THR A 62159.143 -2.404 3.078 1.00 0. 00 C 
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5. 384 1. 00 0. 00 H 

2. 416 1. 00 0. 00 N 

1. 629 1. 00 0. 00 C 

0. 152 1. 00 0. 00 C 
•0. 416 1. 00 0. 00 0 

1. 803 1. 00 0. 00 C 

2. 023 1. 00 0. 00 0 
2. 957 1. 00 0. 00 C 
2. 028 1. 00 0. 00 H 
1. 990 1. 00 0. 00 H 

0. 900 1. 00 0. 00 H 

1. 267 1. 00 0. 00 H 

2. 641 1. 00 0. 00 H 

3. 271 1. 00 0. 00 H 
3. 781 1. 00 0. 00 H 

-0. 465 1. 00 0. 00 N 

-1. 876 1. 00 0. 00 C 
-2. 644 1. 00 0. 00 C 
-2. 414 1. 00 0. 00 0 
-2. 033 1. 00 0. 00 C 
-3. 388 1. 00 0. 00 C 
-4. 346 1. 00 0. 00 C 
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-5. 594 1. 00 0. 00 C 
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-1.296 1.00 0. 00 H 
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939 2HH2 ARG A 67159. 155 11. 495 -8. 250 1. 00 0. 00 H 

940 N GLY A 68162.462 5.792 -2.397 1.00 0. 00 N 

941 CA GLY A 68163.442 6.350 -1.484 1.00 0. 00 C 

942 C GLY A 68162.894 7.521 -0.691 1.00 0. 00 C 

943 0 GLY A 68163.642 8.412 -0.291 1.00 0.00 0 

944 H GLY A 68162. 080 4. 907 -2. 222 1. 00 0. 00 H 

945 1HA GLY A 68163.757 5.579 -0.796 1.00 0. 00 H 

946 2HA GLY A 68164.298 6.684 -2.052 1.00 0. 00 H 

947 N THR A 69161.585 7.516 -0. 463 1. 00 0. 00 N 

948 CA THR A 69160. 934 8. 585 0. 287 1. 00 0. 00 C 

949 C THR A 69160.118 8.020 1.443 1.00 0. 00 C 

950 0 THR A 69158.973 7.605 1.263 1.00 0.00 0 

951 CB THR A 69160.034 9.408 -0.636 1.00 0. 00 C 

952 0G1 THR A 69160.665 9.633 -1.884 1.00 0.00 0 

953 CG2 THR A 69159.659 10.756 -0.060 1.00 0. 00 C 

954 H THR A 69161.041 6.777 -0.808 1.00 0. 00 H 

955 HA THR A 69161.706 9.227 0.686 1.00 0. 00 H 

956 HB THR A 69159.119 8.859 -0.812 1.00 0. 00 H 

957 HG1 THR A 69161.414 10.222 -1.762 1.00 0. 00 H 

958 1HG2 THR A 69159.279 10.627 0.943 1.00 0. 00 H 

959 2HG2 THR A 69158. 900 11. 214 -0. 677 1. 00 0. 00 H 

960 3HG2 THR A 69160.532 11.391 -0.034 1.00 0. 00 H 

961 N ARG A 70160.714 8.007 2.631 1.00 0. 00 N 

962 CA ARG A 70160.040 7.492 3.818 1.00 0. 00 C 

963 C ARG A 70158.775 8.291 4.114 1.00 0. 00 C 

964 0 ARG A 70158.830 9.502 4.327 1.00 0.00 0 

965 CB ARG A 70160.980 7.538 5.024 1.00 0. 00 C 

966 CG ARG A 70160.363 6.981 6.296 1.00 0. 00 C 

967 CD ARG A 70160.901 7.687 7.531 1.00 0. 00 C 
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971 


NH2 ARG A 


70164. 310 


7. 596 


5 


ATOM 


972 


H 


A TIP A 

ARG A 


70161. 627 


8. 350 




ATOM 


973 


TT A 

HA 


ARG A 


70159. 766 


6. 466 




ATOM 


974 


1 TTTl 

1HB 


ARG A 


70161. 866 


6. 964 




ATOM 


975 


t\ TTT\ 

2HB 


A T\ rt A 

ARG A 


70161. 263 


8. 564 




ATOM 


976 


1HG 


ARG A 


70159. 293 


7. 115 


10 


ATOM 


977 


2HG 


ARG A 


70160. 594 


5. 928 




ATOM 


978 


1HD 


ARG A 


70160. 754 


8. 750 




ATOM 


979 


2HD 


ARG A 


70160. 353 


7. 341 




ATOM 


980 


HE 


ARG A 


70162. 785 


6. 879 




ATOM 


981 


1HH1 


ARG A 


70161. 457 


8. 842 


15 


ATOM 


982 


2HH1 


ARG A 


70162. 958 


8. 964 




ATOM 


983 


1HH2 ARG A 


70164. 760 


7. 038 




ATOM 


984 


2HH2 


ARG A 


70164. 833 


7. 940 




ATOM 


985 


N 


TYR A 


71157. 637 


7. 605 




ATOM 


986 


CA 


TYR A 


71156. 359 


8. 251 


20 


ATOM 


987 


C 


TYR A 


71155. 842 


7. 876 




ATOM 


988 


0 


TYR A 


71155. 337 


8. 725 




ATOM 


989 


CB 


TYR A 


71155. 330 


7. 859 




ATOM 


990 


CG 


TYR A 


71155. 555 


8. 528 




ATOM 


991 


CD) 


! TYR A 


71155. 502 


7. 798 


25 


ATOM 


992 


CD 2 TYR A 


71155. 820 


9. 889 




ATOM 


993 


CE1 TYR A 


71155. 707 


8. 406 




ATOM- 


994 


CE2 TYR A 


71156. 025 


10. 504 




ATOM 


995 


CZ 


TYR A 


71155. 968 


9. 759 




ATOM 


996 


OH 


TYR A 


71156. 173 


10. 368 



PCT/JP2003/010288 

7. 735 1. 00 0. 00 N 

8. 774 1. 00 0. 00 C 

9. 703 1. 00 0. 00 N 
8. 884 1. 00 0. 00 N 

2. 711 1. 00 0. 00 H 

3. 625 1. 00 0. 00 H 

4. 797 1. 00 0. 00 H 

5. 205 1. 00 0. 00 H 

6. 255 1. 00 0. 00 H 
6.365 1.00 0. 00 H 
7.414 1.00 0. 00 H 

8. 395 1. 00 0. 00 H 

7. 064 1. 00 0. 00 H 

9. 626 1. 00 0. 00 H 
10.481 1.00 0.00 H 

8. 187 1. 00 0. 00 H 

9. 665 1. 00 0. 00 H 
4. 126 1. 00 0. 00 N 
4. 398 1. 00 0. 00 C 
5.783 1.00 0. 00 C 
6. 519 1. 00 0. 00 0 
3. 335 1. 00 0. 00 C 
1. 998 1. 00 0. 00 C 

0. 817 1. 00 0. 00 C 

1. 917 1. 00 0. 00 C 
-0. 407 1. 00 0. 00 C 

0. 696 1. 00 0. 00 C 
-0. 463 1. 00 0. 00 C 
-1. 679 1. 00 0. 00 O 
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ATOM 997 H TYR A 71157.658 6.642 3.950 1.00 0. 00 H 



ATOM 998 HA TYR A 71156.512 9.319 4.360 1.00 0. 00 H 

ATOM 999 1HB TYR A 71155.370 6.791 3.182 1.00 0. 00 H 

ATOM 1000 2HB TYR A 71154.344 8.131 3.682 1.00 0. 00 H 

5 ATOM 1001 HD1 TYR A 71155.297 6.739 0.863 1.00 0. 00 H 

ATOM 1002 HD2 TYR A 71155.865 10.470 2.826 1.00 0. 00 H 

ATOM 1003 HE 1 TYR A 71155.662 7.821 -1.314 1.00 0. 00 H 

ATOM 1004 HE2 TYR A 71156. 231 11. 564 0.654 1. 00 0. 00 H 

ATOM 1005 HH TYR A 71155.355 10.771 -1.977 1.00 0. 00 H 

10 ATOM 1006 N PHE A 72155.971 6.601 6.133 1.00 0. 00 N 

ATOM 1007 CA PHE A 72155.517 6.114 7.430 1.00 0. 00 C 

ATOM 1008 C PHE A 72156.412 4. 983 7.931 1.00 0. 00 C 

ATOM 1009 0 PHE A 72157.202 4.421 7.171 1.00 0.00 0 

ATOM 1010 CB PHE A 72154.069 5.631 7.339 1.00 0. 00 C 

15 ATOM 1011 CG PHE A 72153.849 4.590 6.279 1.00 0. 00 C 

ATOM 1012 CD 1 PHE A 72153.914 3.241 6.590 1.00 0. 00 C 

ATOM 1013 CD2 PHE A 72153.576 4.960 4.972 1.00 0. 00 C 

ATOM 1014 CE1 PHE A 72153.712 2.281 5.617 1.00 0. 00 C 

ATOM 1015 CE2 PHE A 72153.373 4.004 3.995 1. 00 0. 00 C 

20 ATOM 1016 CZ PHE A 72153.440 2.663 4.318 1.00 0. 00 C 

ATOM 1017 H PHE A 72156. 382 5.972 5.503 1.00 0. 00 H 

ATOM 1018 HA PHE A 72155.572 6.935 8.129 1.00 0. 00 H 

ATOM 1019 1HB PHE A 72153.779 5.206 8.288 1.00 0. 00 H 

ATOM 1020 2HB PHE A 72153.430 6.473 7.117 1.00 0. 00 H 

25 ATOM 1021 HD1 PHE A 72154.126 2.941 7.607 1.00 0. 00 H 

ATOM 1022 HD2 PHE A 72153.523 6.008 4.718 1.00 0. 00 H 

ATOM 1023 HE 1 PHE A 72153.765 1.233 5.872 1.00 0. 00 H 

ATOM 1024 HE2 PHE A 72153.161 4.306 2.980 1.00 0. 00 H 

ATOM 1025 HZ PHE A 72153.281 1.914 3.555 1.00 0. 00 H 



WO 2004/016781 




PCT/JP2003/010288 





. ATOM 


1026 


N 


THR A 


73156. 281 


4. 657 


A 01 1 

9. 212 


1 a a 

1. 00 


ft. A A XT 

0. 00 N 




ATOM 


1027 


CA 


THR A 


73157. 077 


3. 592 


a o i o 

9. 813 


1 a a 

1. 00 


AAA P 

0. 00 L 




ATOM 


1028 


C 


THR A 


73156. 235 


2. 340 


10. 030 


1. 00 


A A A P 

0. 00 L 




ATOM 


1029 


0 


THR A 


73155. 254 


ft o r» ft 

2. 360 


1 a n n ft 

10. 773 


1. 00 


A A A A 

0. 00 0 


5 


ATOM 


1030 


CB 


THR A 


73157. 667 


4. 06 1 


1 i 1 a r~ 

ll. 145 


1 ft ft 

1. 00 


ft ft ft ft 

0. 00 c 




ATOM 


1031 


0G1 


THR A 


73158. 251 


2. 975 


11 ft if ft 

ll. 843 


1 ft ft 

1. 00 


ft ft ft ft 

0. 00 0 




ATOM 


1032 


CG2 


THR A 


73156. 646 


4. 699 


12. 060 


•f ft ft 

1. 00 


ft ft ft ft 

0. 00 c 




ATOM 


1033 


H 


THR A 


73155. 634 


5. I4l 


9. 765 


1 r\ ft 

l. 00 


ft Aft TT 

0. 00 H 




ATOM 


1034 


HA 


THR A 


73157. 884 


3. 358 


9. 135 


l. 00 


ft ft ft TT 

0. 00 H 


10 


ATOM 


1035 


HB 


THR A 


73158. 438 


4. 792 


10. 948 


l. 00 


ft ft ft TT 

0. 00 H 




ATOM 


1036 


HG1 


THR A 


73158. 876 


2. 524 


11. 270 


l. 00 


ft ft ft TT 

0. 00 H 




ATOM 


1037 


1HG2 


THR A 


73156. 334 


5. 647 


11. 646 


l. 00 


ft ft ft TT 

0. 00 H 




ATOM 


1038 


2HG2 


THR A 


73157. 086 


4. 860 


13. 034 


l. 00 


r\ ft ft TT 

0. 00 H 




ATOM 


1039 


3HG2 


THR A 


73155. 790 


4. 048 


12. 155 


l. 00 


0. 00 H 


15 


ATOM 


1040 


N 


CYS A 


74156. 626 


l. 250 


9. 377 


l. 00 


0. 00 N 




ATOM 


1041 


CA 


CYS A 


74155. 907 


-0. 012 


9. 498 


l. 00 


0. 00 C 




ATOM 


1042 


C 


CYS A 


74156. 878 


-l. 179 


9. 653 


l. 00 


0. 00 C 




ATOM 


1043 


0 


CYS A 


74158. 092 


-0. 983 


9. 722 


l. 00 


0. 00 0 




ATOM 


1044 


CB 


CYS A 


74155. 015 


-0. 236 


8. 275 


l. 00 


0. 00 c 


20 


ATOM 


1045 


SG 


CYS A 


74153. 346 


0. 437 


8. 448 


l. 00 


0. 00 s 




ATOM 


1046 


H 


CYS A 


74157. 416 


l. 297 


8. 799 


l. 00 


ft ft ft TT 

0. 00 H 




ATOM 


1047 


HA 


CYS A 


74155. 286 


0. 043 


10. 380 


l. 00 


0. 00 H 




ATOM 


1048 


1HB 


CYS A 


74155. 470 


0. 235 


7. 416 


l. 00 


ft ft ft TT 

0. 00 H 




ATOM 


1049 


2HB 


CYS A 


74154. 926 


-l. 296 


8. 093 


l. 00 


ft ft ft TT 

0. 00 H 


25 


ATOM 


1050 


HG 


CYS A 


74152. 728 


ft ft ft a 

-0. 208 


ft ft ft ft 

8. 096 


1 ft ft 

l. 00 


A A A TT 

0. 00 H 




ATOM 


1051 


N 


ALA A 


75156. 336 


-2. 390 


9. 706 


l. 00 


0. 00 N 




ATOM 


1052 


CA 


ALA A 


75157. 155 


-3. 588 


9. 852 


l. 00 


0.00 C 




ATOM 


1053 


C 


ALA A 


75157. 953 


-3. 865 


8. 582 


l. 00 


0. 00 C 




ATOM 


1054 


0 


ALA A 


75157. 700 


-3. 270 


7. 536 


l. 00 


0. 00 0 
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1055 CB ALA A 75156.282 -4.784 10.200 1.00 0. 00 C 

1056 H ALA A 75155.362 -2.482 9.645 1.00 0. 00 H 

1057 HA ALA A 75157.842 -3.423 10.669 1.00 0. 00 H 

1058 1HB ALA A 75156.077 -5.353 9.306 1.00 0. 00 H 

1059 2HB ALA A 75155.353 -4.438 10.629 1.00 0. 00 H 

1060 3HB ALA A 75156.797 -5.409 10.915 1.00 0. 00 H 

1061 N LEU A 76158.917 -4.774 8.683 1.00 0. 00 N 

1062 CA LEU A 76159.752 -5.131 7.542 1.00 0. 00 C 

1063 C LEU A 76159.032 -6.118 6.628 1.00 0. 00 C 

1064 0 LEU A 76158.388 -7.056 7.097 1.00 0.00 0 

1065 CB LEU A 76161.074 -5.735 8.021 1.00 0. 00 C 

1066 CG LEU A 76161.972 -4.781 8.812 1.00 0. 00 C 

1067 CD 1 LEU A 76162.755 -5.542 9.871 1.00 0. 00 C 

1068 CD2 LEU A 76162.916 -4.041 7.877 1.00 0. 00 C 

1069 H LEU A 76159.070 -5.215 9.545 1.00 0. 00 H 

1070 HA LEU A 76159.958 -4.229 6.987 1.00 0. 00 H 

1071 1HB LEU A 76160.851 -6.588 8.645 1.00 0. 00 H 

1072 2HB LEU A 76161.624 -6.077 7.156 1.00 0. 00 H 

1073 HG LEU A 76161.355 -4.050 9.315 1.00 0. 00 H 

1074 1HD1 LEU A 76163.565 -6.082 9.401 1.00 0. 00 H 

1075 2HD1 LEU A 76162.100 -6.238 10.373 1.00 0. 00 H 

1076 3HD1 LEU A 76163.159 -4.844 10.590 1.00 0. 00 H 

1077 1HD2 LEU A 76163.625 -4.738 7.455 1.00 0. 00 H 

1078 2HD2 LEU A 76163.445 -3.278 8.428 1.00 0. 00 H 

1079 3HD2 LEU A 76162.348 -3.581 7.081 1.00 0. 00 H 

1080 N LYS A 77159.145 -5.898 5.323 1.00 0. 00 N 

1081 CA LYS A 77158.504 -6.766 4.342 1.00 0. 00 C 

1082 C LYS A 77156.987 -6.744 4.503 1.00 0. 00 C 

1083 0 LYS A 77156.324 -7.772 4.375 1.00 0.00 0 





ATOM 




ATOM 




ATOM 




ATOM 


5 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


10 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


15 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


20 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


25 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 
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ATOM 1084 CB LYS A 77159.023 -8.199 4.483 1.00 0. 00 C 

ATOM 1085 CG LYS A 77160.538 -8.303 4.461 1.00 0. 00 C 

ATOM 1086 CD LYS A 77161.091 -8.095 3.059 1.00 0. 00 C 

ATOM 1087 CE LYS A 77162.387 -7.301 3.083 1.00 0. 00 C 

5 ATOM 1088 NZ LYS A 77162.485 -6.363 1.932 1.00 0. 00 N 

ATOM 1089 H LYS A 77159.672 -5.132 5.010 1.00 0. 00 H 

ATOM 1090 HA LYS A 77158.755 -6.398 3.358 1.00 0. 00 H 

ATOM 1091 1HB LYS A 77158. 670 -8.607 5.419 1.00 0. 00 H 

ATOM 1092 2HB LYS A 77158.631 -8.794 3.670 1.00 0. 00 H 

10 ATOM 1093 1HG LYS A 77160.951 -7.548 5.114 1.00 0. 00 H 

ATOM 1094 2HG LYS A 77160.829 -9.282 4.810 1.00 0. 00 H 

ATOM 1095 1HD LYS A 77161.279 -9.058 2.610 1.00 0. 00 H 

ATOM 1096 2HD LYS A 77160.360 -7.557 2.471 1.00 0. 00 H 

ATOM 1097 1HE LYS A 77162.431 -6.735 4.001 1.00 0. 00 H 

15 ATOM 1098 2HE LYS A 77163.217 -7.991 3.047 1.00 0. 00 H 

ATOM 1099 1HZ LYS A 77161.550 -5.963 1.714 1.00 0. 00 H 

ATOM 1100 2HZ LYS A 77162.839 -6.863 1.092 1.00 0. 00 H 

ATOM 1101 3HZ LYS A 77163.139 -5.586 2.158 1.00 0. 00 H 

ATOM 1102 N LYS A 78156.445 -5.564 4.785 1.00 0. 00 N 

20 ATOM 1103 CA LYS A 78155.007 -5.407 4.964 1.00 0. 00 C 

ATOM 1104 C LYS A 78154.546 -4.032 4.488 1.00 0. 00 C 

ATOM 1105 0 LYS A 78153.689 -3.405 5.110 1.00 0.00 0 

ATOM 1106 CB LYS A 78154.630 -5.604 6.433 1.00 0. 00 C 

ATOM 1107 CG LYS A 78155.068 -6.946 6.999 1.00 0. 00 C 

25 ATOM 1108 CD LYS A 78154.557 -7.146 8.417 1.00 0. 00 C 

ATOM 1109 CE LYS A 78153.324 -8.035 8.449 1.00 0. 00 C 

ATOM 1110 NZ LYS A 78152.234 -7.445 9.274 1.00 0. 00 N 

ATOM 1111 H LYS A 78157.026 -4.779 4.874 1.00 0. 00 H 

ATOM 1112 HA LYS A 78154.515 -6.163 4.370 1.00 0. 00 H 
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1113 1HB LYS A 78155.093 -4.824 7.019 1.00 0. 00 H 

1114 2HB LYS A 78153.558 -5.529 6.531 1.00 0. 00 H 

1115 1HG LYS A 78154.677 -7.734 6.372 1.00 0. 00 H 

1116 2HG LYS A 78156.147 -6.989 7.004 1.00 0. 00 H 

1117 1HD LYS A 78155.335 -7.607 9.007 1.00 0. 00 H 

1118 2HD LYS A 78154.306 -6.183 8.838 1.00 0. 00 H 

1119 1HE LYS A 78152.965 -8.170 7.439 1.00 0. 00 H 

1120 2HE LYS A 78153.598 -8.994 8.862 1.00 0. 00 H 

1121 1HZ LYS A 78152.631 -7.002 10.127 1.00 0. 00 H 

1122 2HZ LYS A 78151.563 -8.185 9.563 1.00 0. 00 H 

1123 3HZ LYS A 78151.722 -6.723 8.727 1.00 0. 00 H 

1124 N ALA A 79155.121 -3.572 3.382 1.00 0. 00 N 

1125 CA ALA A 79154.769 -2.273 2.822 1.00 0. 00 C 

1126 C ALA A 79154.594 -2.354 1.310 1.00 0. 00 C 

1127 0 ALA A 79155.564 -2.522 0.571 1.00 0.00 0 

1128 CB ALA A 79155.829 -1.241 3.178 1.00 0. 00 C 

1129 H ALA A 79155.797 -4.119 2.931 1.00 0. 00 H 

1130 HA ALA A 79153.835 -1.961 3.266 1.00 0. 00 H 

1131 1HB ALA A 79155.353 -0.297 3.400 1.00 0. 00 H 

1132 2HB ALA A 79156.504 -1.116 2.344 1.00 0. 00 H 

1133 3HB ALA A 79156.383 -1.576 4.042 1.00 0. 00 H 

1134 N LEU A 80153.350 -2.236 0.856 1.00 0. 00 N 

1135 CA LEU A 80153.048 -2.297 -0.569 1.00 0. 00 C 

1136 C LEU A 80152.227 -1.087 -1.004 1.00 0. 00 C 

1137 0 LEU A 80151.035 -0.995 -0.709 1.00 0.00 0 

1138 CB LEU A 80152.292 -3.586 -0.896 1.00 0. 00 C 

1139 CG LEU A 80151.856 -3.730 -2.355 1.00 0. 00 C 

1140 CD 1 LEU A 80153.048 -4.071 -3.236 1.00 0. 00 C 

1141 CD 2 LEU A 80150.775 -4.791 -2.485 1.00 0. 00 C 





ATOM 




ATOM 




ATOM 




ATOM 


5 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


10 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


15 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


20 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


25 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 
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865 





ATOM 


1142 


H LEU A 


80152. 619 


-2. 105 




ATOM 


1143 


HA LEU A 


80153. 984 


-2. 293 




ATOM 


1144 


IHB LEU A 


80152. 927 


-4. 424 




ATOM 


1145 


2HB LEU A 


80151. 409 


-3. 627 


5 


ATOM 


1146 


HG LEU A 


80151. 448 


-2. 790 




ATOM 


1147 


1HD1 LEU A 


80153. 869 


-3. 409 




ATOM 


1148 


2HD1 LEU A 


80152. 775 


-3. 951 




ATOM 


1149 


3HD1 LEU A 


80153. 348 


-5. 093 




ATOM 


1150 


1HD2 LEU A 


80150. 078 


-4. 699 


10 


ATOM 


1151 


2HD2 LEU A 


80151. 227 


-5. 772 




ATOM 


1152 


3HD2 LEU A 


80150. 250 


-4. 658 




ATOM 


1153 


N PHE A 


81152. 873 


-0. 161 




ATOM 


1154 


CA PHE A 


81152. 202 


1. 044 




ATOM 


1155 


C PHE A 


81151. 397 


0. 757 


15 


ATOM 


1156 


0 PHE A 


81151. 830 


-0. 004 




ATOM 


1157 


CB PHE A 


81153. 225 


2. 147 




ATOM 


1158 


CG PHE A 


81153. 798 


2.757 




ATOM 


1159 


CD1 PHE A 


81153. 181 


3. 843 




ATOM 


1160 


CD2 PHE A 


81154. 951 


2. 244 


20 


ATOM 


1161 


CE1 PHE A 


81153. 705 


4. 406 




ATOM 


1162 


CE2 PHE A 


81155. 480 


2. 804 




ATOM 


1163 


CZ PHE A 


81154. 856 


3. 885 




ATOM 


1164 


H PHE A 


81153. 823 


-0. 290 




ATOM 


1165 


HA PHE A 


81151. 528 


1. 375 


25 


ATOM 


1166 


IHB PHE A 


81154. 043 


1. 736 




ATOM 


1167 


2HB PHE A 


81152. 752 


2. 935 




ATOM 


1168 


HD1 PHE A 


81152. 282 


4.250 




ATOM 


1169 


HD2 PHE A 


81155. 440 


1. 398 




ATOM 


1170 


HE1 PHE A 


81153. 215 


5. 252 
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1. 494 1. 00 0. 00 H 

1. 107 1. 00 0. 00 H 
0. 645 1. 00 0. 00 H 
0. 275 1. 00 0. 00 H 

2. 696 1. 00 0. 00 H 
•3. 002 1. 00 0. 00 H 
■4. 273 1. 00 0. 00 H 
-3. 058 1. 00 0. 00 H 
-1. 665 1. 00 0. 00 H 
-2. 463 1. 00 0. 00 H 
-3. 419 1. 00 0. 00 H 
-1. 704 1. 00 0. 00 N 
-2. 178 1. 00 0. 00 C 
-3. 441 1. 00 0. 00 C 
-4. 307 1. 00 0. 00 0 
-2. 452 1. 00 0. 00 C 
-1. 203 1. 00 0. 00 C 
-0. 603 1. 00 0. 00 C 
-0. 632 1. 00 0. 00 C 

0. 546 1. 00 0. 00 C 

0. 515 1. 00 0. 00 C 

1. 105 1. 00 0. 00 C 
-1. 907 1. 00 0. 00 H 
-1. 403 1. 00 0. 00 H 
-3. 025 1. 00 0. 00 H 
-3. 020 1. 00 0. 00 H 
-1. 039 1. 00 0. 00 H 
-1.092 1.00 0.00 H 

1.005 1.00 0.00 H 
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866 





ATOM 


1171 


HE 2 PHE A 


81156. 380 


2. 395 




ATOM 


1172 


H7 
nil 


PHP A 
rUD A 


81155. 267 


4. 324 




ATOM 


1173 


IN 


VAT A 
V AL A 


MA 4 PA n n A 

82150. 223 


1. 371 




ATOM 


1174 


PA 

LA. 


VAT A 
VAL A 


82149. 357 


1. 182 


5 


ATOM 


1175 


c 


VAL A 


82148. 503 


2. 419 




ATOM 


1176 


0 


VAL A 


82148. 414 


3. 310 




ATOM 


1177 


CB 


VAL A 


82148. 432 


-0. 036 




ATOM 


1178 


CGI 


VAL A 


82149. 244 


-1. 323 




ATOM 


1179 


CG2 VAL A 


82147. 598 


0. 110 


10 


ATOM 


1180 


H 


VAL A 


82149. 931 


1. 966 




ATOM 


1181 


HA 


VAL A 


82149. 986 


1. 005 




ATOM 


1182 


HB 


VAL A 


82147. 762 


-0. 084 




ATOM 


1183 


1HG1 VAL A 


82149. 765 


-1. 444 




ATOM 


1184 2HG1 VAL A 


82148. 582 


-2. 162 


15 


ATOM 


1185 


3HG1 


VAL A 


82149. 960 


-1. 275 




ATOM 


1186 


1HG2 VAL A 


82148. 172 


-0. 224 




ATOM 


1187 


2HG2 VAL A 


82146. 703 


-0. 488 




ATOM 


1188 


3HG2 VAL A 


82147. 326 


1. 146 




ATOM 


1189 


N 


LYS A 


83147. 878 


2. 467 


20 


ATOM 


1190 


CA 


LYS A 


83147. 030 


3. 595 




ATOM 


1191 


C 


LYS A 


83145. 755 


3. 614 




ATOM 


1192 


0 


LYS A 


83144. 987 


2. 651 




ATOM 


1193 


CB 


LYS A 


83146. 683 


3. 532 




ATOM 


1194 


CG 


LYS A 


83147. 897 


3. 596 


25 


ATOM 


1195 


CD 


LYS A 


83147. 601 


2. 995 




ATOM 


1196 


CE 


LYS A 


83148. 279 


3. 778 




ATOM 


1197 


NZ 


LYS A 


83148. 808 


2. 884 




ATOM 


1198 


H 


LYS A 


83147. 989 


1. 725 




ATOM 


1199 


HA 


LYS A 


83147. 583 


4. 502 
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0. 951 1. 00 0. 00 H 

2. 002 1. 00 0. 00 H 

3. 541 1. 00 0. 00 N 
•4. 698 1. 00 0. 00 C 
•4. 955 1. 00 0. 00 C 
•4. Ill 1. 00 0. 00 0 
-4. 516 1. 00 0. 00 C 
-4. 481 1. 00 0. 00 C 
-3. 253 1. 00 0. 00 C 
-2. 818 1. 00 0. 00 H 
-5. 558 1. 00 0. 00 H 
-5. 361 1. 00 0. 00 H 
-5.419 1. 00 0. 00 H 
-4. 327 1. 00 0. 00 H 
-3. 674 1. 00 0. 00 H 
-2. 401 1. 00 0. 00 H 
-3. 341 1. 00 0. 00 H 
-3.118 1.00 0. 00 H 
-6. 127 1. 00 0. 00 N 
-6. 496 1. 00 0. 00 C 
-5. 663 1. 00 0. 00 C 
-5. 660 1. 00 0. 00 0 
-7. 985 1. 00 0. 00 C 
-8. 895 1. 00 0. 00 C 

10. 260 1. 00 0. 00 C 

11. 373 1. 00 0. 00 C 
•12.439 1.00 0. 00 N 
-6. 758 1. 00 0. 00 H 
-6. 304 1. 00 0. 00 H 
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ATOM 


1200 


1HB 


LYS A 


83146. 160 


2. 608 




ATOM 


1201 


2HB 


LYS A 


83146. 034 


4. 361 




ATOM 


1202 


1HG 


LYS A 


83148. 185 


4. 629 




ATOM 


1203 


2HG 


LYS A 


83148. 708 


3. 047 


5 


ATOM 


1204 


1HD 


LYS A 


83147. 961 


1. 977 




ATOM 


1205 


2HD 


LYS A 


83146. 534 


3. 005 




ATOM 


1206 


1HE 


LYS A 


83147. 559 


4. 455 




ATOM 


1207 


2HE 


LYS A 


83149. 096 


4. 346 




ATOM 


1208 


1HZ 


LYS A 


83149. 205 


2. 020 


10 


ATOM 


1209 


2HZ 


LYS A 


83149. 557 


3. 368 




ATOM 


1210 


3HZ 


LYS A 


83148. 046 


2. 618 




ATOM 


1211 


N 


LEU A 


84145. 535 


4. 718 




ATOM 


1212 


CA 


LEU A 


84144. 352 


4. 870 




ATOM 


1213 


C 


LEU A 


84143. 077 


4. 738 


15 


ATOM 


1214 


0 


LEU A 


84142. 063 


4. 234 




ATOM 


1215 


CB 


LEU A 


84144. 380 


6. 228 




ATOM 


1216 


CG 


LEU A 


84143. 142 


6. 549 




ATOM 


1217 


CD1 


LEU A 


84143. 231 


5. 874 




ATOM 


1218 


CD2 LEU A 


84142. 985 


8. 054 


20 


ATOM 


1219 


H 


LEU A 


84146. 184 


5. 450 




ATOM 


1220 


HA 


LEU A 


84144. 368 


4. 087 




ATOM 


1221 


1HB 


LEU A 


84145. 245 


6. 255 




ATOM 


1222 


2HB 


LEU A 


84144. 488 


6. 995 




ATOM 


1223 


HG 


LEU A 


84142. 265 


6. 171 


25 


ATOM 


1224 


1HD1 


LEU A 


84144. 055 


6. 293 




ATOM 


1225 


2HD1 


. LEU A 


84143. 388 


4.813 




ATOM 


1226 


3HD1 LEU A 


84142. 310 


6. 034 




ATOM 


1227 


1HD2 LEU A 


84142. 097 


8. 263 




ATOM 


1228 


2HD2 LEU A 


84142. 898 


8. 512 
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-8. 181 1. 00 0. 00 H 

-8. 225 1. 00 0. 00 H 

-9. 023 1. 00 0. 00 H 

-8. 439 1. 00 0. 00 H 

10. 280 1. 00 0. 00 H 

10. 421 1. 00 0. 00 H 

11. 810 1. 00 0. 00 H 
10. 952 1. 00 0. 00 H 

12. 015 1. 00 0. 00 H 

12. 974 1. 00 0. 00 H 

13. 094 1. 00 0. 00 H 
-4. 959 1. 00 0. 00 N 
-4. 120 1. 00 0. 00 C 
-4. 947 1. 00 0. 00 C 
-4. 466 1. 00 0. 00 0 
-3. 414 1. 00 0. 00 C 
-2. 574 1. 00 0. 00 C 
-1. 214 1. 00 0. 00 C 
-2. 414 1. 00 0. 00 C 
-5. 003 1. 00 0. 00 H 
-3. 376 1. 00 0. 00 H 
-2. 768 1. 00 0. 00 H 
-4. 164 1. 00 0. 00 H 
-3. 077 1. 00 0. 00 H 
-0. 656 1. 00 0. 00 H 
-1. 349 1. 00 0. 00 H 
-0. 672 1. 00 0. 00 H 
-1. 837 1. 00 0. 00 H 
-3. 388 1. 00 0. 00 H 
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ATOM 


1229 ; 


3HD2 


LEU A 


84143. 848 


8. 454 




ATOM 


1230 


N 


LYS A 


85143. 138 


5. 191 




ATOM 


1231 


CA 


LYS A 


85141. 990 


5. 122 




ATOM 


1232 


C 


LYS A 


85141. 606 


3. 673 


5 


ATOM 


1233 


0 


LYS A 


85140. 448 


3. 373 




ATOM 


1234 


CB 


LYS A 


85142. 293 


5. 847 




ATOM 


1235 


CG 


LYS A 


85143. 649 


5. 494 




ATOM 


1236 


CD 


LYS A 


85144. 650 


6. 623 




ATOM 


1237 


CE 


LYS A 


85144. 379 


7. 771 


10 


ATOM 


1238 


NZ 


LYS A 


85144. 695 


9. 092 




ATOM 


1239 


H 


LYS A 


85143. 976 


5. 581 




ATOM 


1240 


HA 


LYS A 


85141. 161 


5. 612 




ATOM 


1241 


1HB 


LYS A 


85141. 531 


5. 593 




ATOM 


1242 


2HB 


LYS A 


85142. 267 


6.912 


15 


ATOM 


1243 


1HG 


LYS A 


85144. 025 


4. 609 




ATOM 


1244 


2HG 


LYS A 


85143. 529 


5. 300 




ATOM 


1245 


1HD 


LYS A 


85144. 583 


6. 990 




ATOM 


1246 


2HD 


LYS A 


85145. 645 


6. 241 




ATOM 


1247 


1HE 


LYS A 


85144. 987 


7. 639 


20 


ATOM 


1248 


2HE 


LYS A 


85143. 335 


7. 753 




ATOM 


1249 


1HZ 


LYS A 


85143. 841 


9. 499 




ATOM 


1250 


2HZ 


LYS A 


85145. 048 


9. 748 




ATOM 


1251 


3HZ 


LYS A 


85145. 423 


8. 980 




ATOM 


1252 


N 


SER A 


86142. 584 


2. 775 


25 


ATOM 


1253 


CA 


SER A 


86142. 345 


1. 358 




ATOM 


1254 


C 


SER A 


86142. 297 


0. 580 




ATOM 


1255 


0 


SER A 


86142. 676 


-0. 590 




• ATOM 


1256 


CB 


SER A 


86143. 436 


0. 785 




ATOM 


1257 


OG 


SER A 


86143. 186 


1. 098 
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•1. 904 1. 00 0. 00 H 

-6.194 1.00 O.OON 

-7. 089 1. 00 0. 00 C 

-7. 372 1. 00 0. 00 C 

-7. 667 1. 00 0. 00 0 

-8. 402 1. 00 0. 00 C 

-8. 994 1. 00 0. 00 C 

-8. 809 1. 00 0. 00 C 

-9. 768 1. 00 0. 00 C 

-9. 156 1. 00 0. 00 N 

-6. 521 1. 00 0. 00 H 

-6. 602 1. 00 0. 00 H 

-9. 125 1. 00 0. 00 H 

-8. 225 1. 00 0. 00 H 

-8. 504 1. 00 0. 00 H 

10. 050 1. 00 0. 00 H 

-7. 796 1. 00 0. 00 H 

-8.991 1.00 0. 00 H 

10. 650 1. 00 0. 00 H 

10. 045 1. 00 0. 00 H 

-8. 724 1. 00 0. 00 H 

-9. 883 1. 00 0. 00 H 

-8. 422 1. 00 0. 00 H 

-7. 280 1. 00 0. 00 N 

-7. 525 1. 00 0. 00 C 

-6. 214 1. 00 0. 00 C 

-6. 160 1. 00 0. 00 0 

-8. 432 1. 00 0. 00 C 

-9. 791 1. 00 0. 00 0 
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ATOM 1258 H SERA 86143.486 3.074 -7.041 1.00 0. 00 H 

ATOM 1259 HA SERA 86141.391 1.263 -8.022 1.00 0. 00 H 

ATOM 1260 1HB SERA 86144.392 1.203 -8.149 1.00 0. 00 H 

ATOM 1261 2HB SERA 86143.467 -0.288 -8.321 1.00 0. 00 H 

5 ATOM 1262 HG SERA 86143.785 0.598 -10.350 1.00 0. 00 H 

ATOM 1263 N CYS A 87141.826 1.238 -5.159 1.00 0. 00 N 

ATOM 1264 CA CYS A 87141.728 0.608 -3.846 1.00 0. 00 C 

ATOM 1265 C CYS A 87140.270 0.475 -3.416 1.00 0. 00 C 

ATOM 1266 0 CYS A 87139.516 1.447 -3.434 1.00 0.00 0 

10 ATOM 1267 CB CYS A 87142.505 1.419 -2.808 1.00 0. 00 C 

ATOM 1268 SG CYS A 87144.295 1.167 -2.864 1.00 0. 00 S 

ATOM 1269 H CYS A 87141.539 2.169 -5.264 1.00 0. 00 H 

ATOM 1270 HA CYS A 87142.161 -0.378 -3.918 1.00 0. 00 H 

ATOM 1271 1HB CYS A 87142.317 2.470 -2.968 1.00 0. 00 H 

15 ATOM 1272 2HB CYS A 87142.164 1.146 -1.820 1.00 0. 00 H 

ATOM 1273 HG CYS A 87144.701 1.992 -3.141 1.00 0. 00 H 

ATOM 1274 N ARG A 88139. 880 -0. 736 -3. 030 1. 00 0. 00 N 

ATOM 1275 CA ARG A 88138.512 -0.995 -2.595 1.00 0. 00 C 

ATOM 1276 C ARG A 88138.430 -1.067 -1.070 1.00 0. 00 C 

20 ATOM 1277 0 ARG A 88139. 290 -1. 665 -0. 424 1. 00 0. 00 0 

ATOM 1278 CB ARG A 88138. 000 -2. 300 -3. 207 1. 00 0. 00 C 

ATOM 1279 CG ARG A 88137.215 -2.102 -4.496 1.00 0. 00 C 

ATOM 1280 CD ARG A 88135. 847 -2. 762 -4. 426 1. 00 0. 00 C 

ATOM 1281 NE ARG A 88135.501 -3.440 -5.673 1.00 0. 00 N 

25 ATOM 1282 CZ ARG A 88136.046 -4.589 -6.067 1.00 0. 00 C 

ATOM 1283 NH1 ARG A 88136.960 -5.190 -5.316 1.00 0. 00 N 

ATOM 1284 NH2 ARG A 88135.675 -5.138 -7.216 1.00 0. 00 N 

ATOM 1285 H ARG A 88140.527 -1.472 -3.037 1.00 0. 00 H 

ATOM 1286 HA ARG A 88137. 897 -0. 179 -2. 942 1. 00 0. 00 H 
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1287 1HB ARG A 88138.844 -2.940 -3.420 1.00 0. 00 H 

1288 2HB ARG A 88137.357 -2.793 -2.491 1.00 0. 00 H 

1289 1HG ARG A 88137.085 -1.044 -4.666 1.00 0. 00 H 

1290 2HG ARG A 88137.773 -2.534 -5.313 1.00 0. 00 H 

1291 1HD ARG A 88135.849 -3.484 -3.624 1.00 0. 00 H 

1292 2HD ARG A 88135.106 -2.002 -4.223 1.00 0. 00 H 

1293 HE ARG A 88134.829 -3.017 -6. 247 1.00 0. 00 H 

1294 1HH1 ARG A 88137.245 -4.782 -4.449 1.00 0. 00 H 

1295 2HH1 ARG A 88137.365 -6.054 -5.618 1.00 0. 00 H 

1296 1HH2 ARG A 88134.986 -4.690 -7.785 1.00 0. 00 H 

1297 2HH2 ARG A 88136.084 -6.001 -7.512 1.00 0. 00 H 

1298 N PROA 89137.389 -0.458 -0.470 1.00 0. 00 N 

1299 CA PROA 89137.207 -0.463 0.985 1.00 0. 00 C 

1300 C PROA 89137.212 -1.874 1.563 1.00 0. 00 C 

1301 0 PROA 89136.542 -2.770 1.047 1.00 0.00 0 

1302 CB PROA 89135.834 .0.187 1.178 1.00 0. 00 C 

1303 CG PROA 89135.628 1.014 -0.042 1.00 0. 00 C 

1304 CD PROA 89136.314 0.280 -1.159 1.00 0. 00 C 

1305 HA PROA 89137.962 0.129 1.480 1.00 0. 00 H 

1306 1HB PROA 89135.080 -0.582 1.268 1.00 0. 00 H 

1307 2HB PROA 89135.843 0.795 2.070 1.00 0. 00 H 

1308 1HG PROA 89134.572 1.109 -0.247 1.00 0. 00 H 

1309 2HG PROA 89136.074 1.988 0.095 1.00 0. 00 H 

1310 1HD PROA 89135.627 -0.400 -1.641 1.00 0. 00 H 

1311 2HD PROA 89136.721 0.978 -1.875 1.00 0. 00 H 

1312 N ASP A 90137.971 -2.066 2.637 1.00 0. 00 N 

1313 CA ASP A 90138.062 -3.369 3.286 1.00 0. 00 C 

1314 C ASP A 90137.194 -3.414 4.539 1.00 0. 00 C 

1315 0 ASP A 90137.553 -2.852 5.574 1.00 0.00 0 





ATOM 




ATOM 




ATOM 




ATOM 


5 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


10 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


15 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


20 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


25 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 
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ATOM 1316 CB ASP A 90139.515 -3.683 3.646 1.00 0. 00 C 

ATOM 1317 CG ASP A 90139.770 -5.170 3.779 1.00 0. 00 C 

ATOM 1318 0D1 ASP A 90138.998 -5.960 3.194 1.00 0.00 0 

ATOM 1319 0D2 ASP A 90140.742 -5.547 4.466 1.00 0.00 0 

5 ATOM 1320 H ASP A 90138.481 -1.313 3.003 1.00 0. 00 H 

ATOM 1321 HA ASP A 90137.705 -4.112 2.588 1.00 0. 00 H 

ATOM 1322 1HB ASP A 90140.163 -3.293 2.876 1.00 0. 00 H 

ATOM 1323 2HB ASP A 90139. 756 -3. 209 4. 586 1. 00 0. 00 H 

ATOM 1324 N SERA 91136.051 -4.083 4.438 1.00 0. 00 N 

10 ATOM 1325 CA SERA 91135.132 -4.199 5.565 1.00 0. 00 C 

ATOM 1326 C SERA 91135.319 -5.531 6.287 1.00 0. 00 C 

ATOM 1327 0 SERA 91134.391 -6.042 6.914 1.00 0.00 0 

ATOM 1328 CB SERA 91133.685 -4.070 5.084 1.00 0. 00 C 

ATOM 1329 OG SERA 91132.862 -3.503 6.087 1.00 0.00 0 

15 ATOM 1330 H SERA 91135.820 -4.509 3.586 1.00 0. 00 H 

ATOM 1331 HA SERA 91135.347 -3.396 6.253 1.00 0. 00 H 

ATOM 1332 1HB SERA 91133.654 -3.437 4.210 1.00 0. 00 H 

ATOM 1333 2HB SERA 91133.305 -5.048 4.835 1.00 0. 00 H 

ATOM 1334 HG SERA 91132.155 -4.114 6.306 1.00 0. 00 H 

20 ATOM 1335 N ARG A 92136.523 -6.087 6.196 1.00 0. 00 N 

ATOM 1336 CA ARG A 92136.827 -7.358 6.843 1.00 0. 00 C 

ATOM 1337 C ARG A 92136.775 -7.223 8.361 1.00 0. 00 C 

ATOM 1338 0 ARG A 92136.495 -8.190 9.069 1.00 0.00 0 

ATOM 1339 CB ARG A 92138.206 -7.857 6.410 1.00 0. 00 C 

25 ATOM 1340 CG ARG A 92138.174 -8.739 5.172 1.00 0. 00 C 

ATOM 1341 CD ARG A 92138.248 -10.214 5.535 1.00 0. 00 C 

ATOM 1342 NE ARG A 92136.935 -10.764 5.863 1.00 0. 00 N 

ATOM 1343 CZ ARG A 92136.749 -11.965 6.405 1.00 0. 00 C 

ATOM 1344 NH1 ARG A 92137.787 -12.744 6.682 1.00 0. 00 N 
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ATOM 


1345 


NH2 


ARG A 


92135. 521 - 


in n on 

12. 389 




ATOM 


1346 


H 


ARG A 


92137. 223 


-5- 632 




ATOM 


1347 


HA 


ARG A 


92136. 081 


Ct f\rr A 

-8. 074 




ATOM 


1348 


1HB 


ARG A 


92138. 836 


-7. 006 


5 


ATOM 


1349 


2HB 


ARG A 


92138. 641 


-8. 425 




ATOM 


1350 


1HG 


ARG A 


92137. 254 


-8. 557 




ATOM 


1351 


2HG 


ARG A 


92139. 014 


-8. 489 




ATOM 


1352 


1HD 


ARG A 


92138. 656 ■ 


-10. 758 




ATOM 


1353 


2HD 


ARG A 


92138. 899 - 


-10. 328 


10 


ATOM 


1354 


HE 


ARG A 


92136. 150 • 


-10. 210 




ATOM 


1355 


1HH1 


ARG A 


92138. 716 


-12. 431 




ATOM 


1356 


2HH1 


ARG A 


92137.641 


-13. 646 




ATOM 


1357 


1HH2 ARG A 


92134. 735 


-11. 806 




ATOM 


1358 2HH2 ARG A 


92135. 380 


-13. 291 


15 


ATOM 


1359 


N 


PHE A 


93137. 048 


-6. 019 




ATOM 


1360 


CA 


PHE A 


93137. 034 


-5. 761 




ATOM 


1361 


C 


PHE A 


93135. 930 


-4. 775 




ATOM 


1362 


0 


PHE A 


93136. 032 


-4. 064 




ATOM 


1363 


CB 


PHE A 


93138. 389 


-5. 219 


20 


ATOM 


1364 


CG 


PHE A 


93139. 526 


-6. 177 




ATOM 


1365 


CD1 


PHE A 


93139. 891 


-6. 553 




ATOM 


1366 


CD 2 


; PHE A 


93140. 229 


-6. 702 




ATOM 


1367 


CE1 


PHE A 


93140. 935 


-7. 433 




ATOM 


1368 


CE2 PHE A 


f\ C\ ~* ah r\ r—f A 

93141. 274 


-7. 583 


25 


ATOM 


1369 


CZ 


PHE A 


93141. 628 


-7. 948 




ATOM 


1370 


H 


PHE A 


93137. 266 


-5. 288 




ATOM 


1371 


HA 


PHE A 


93136. 845 


-6. 699 




ATOM 


1372 


1HB 


PHE A 


93138. 608 


-4. 314 




ATOM 


1373 


2HB 


PHE A 


93138. 344 


-4. 997 
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6. 672 1. 00 0. 00 N 

5. 683 1. 00 0. 00 H 

6. 531 1. 00 0. 00 H 
6.201 1.00 0. 00 H 
7.219 1.00 0. 00 H 
4. 636 1. 00 0. 00 H 
4. 541 1. 00 0. 00 H 

4. 696 1. 00 0. 00 H 
6. 388 1. 00 0. 00 H 

5. 669 1. 00 0. 00 H 

6. 484 1. 00 0. 00 H 

7. 089 1. 00 0. 00 H 

6. 465 1. 00 0. 00 H 

7. 079 1. 00 0. 00 H 

8. 855 1. 00 0. 00 N 
10. 290 1. 00 0. 00 C 

10. 661 1. 00 0. 00 C 

11. 661 1. 00 0. 00 0 
10. 745 1. 00 0. 00 C 

10. 522 1. 00 0. 00 C 

9. 239 1. 00 0. 00 C 

11. 595 1. 00 0. 00 C 

9. 030 1. 00 0. 00 C 
11.393 1.00 0. 00 C 

10. 109 1. 00 0. 00 C 
8. 240 1. 00 0. 00 H 

10. 792 1. 00 0. 00 H 

10. 200 1. 00 0. 00 H 
11.801 1.00 0. 00 H 



WO 2004/016781 




PCT/JP2003/010288 
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ATOM 


1376 


HEl 


TkTTT"* A 
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r\ o 1 A 1 n a a 
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ATOM 


1377 


HE2 


PHE A 


a o 1 A 1 n i o 

93141. 813 


rt f\ o n 

-7. 983 


1 ft ft ft rr 

12. 237 


1. UU 


A A A TT 

U. 00 H 


5 


ATOM 


1378 


HZ 


PHE A 


93142. 445 


-8. 637 


A f\ A A 

9. 949 


1 A A 

1. UU 


A OA TT 

U. 00 H 




ATOM 


1379 


N 


ATA A 

ALA A 


A A "i O A O T o 

94134. 873 


-4. 736 


A or /i 

9. 854 


1 A A 

1. UU 


A A A XT 

U. 00 N 




ATOM 


1380 


CA 


ALA A 


94133. 756 


o nor" 

-3. 835 


4 ft < ft 17 

10. 107 


1 A A 

L 00 


A A A A 

U. 00 c 




ATOM 


1381 


C 


ALA A 


94132. 757 


a a i— rt 

-4. 457 


i a ft rr rt 

11. 077 


1 A A 

1. 00 


A A A A 

0. 00 c 




ATOM 


1382 


0 


ALA A 


94132. 321 


-5. 594 


•i ft ft ft ft 

10. 889 


1 A A 

1. 00 


ft ft ft ft 

0. 00 0 


10 


ATOM 


1383 


CB 


ALA A 


/*v a ^ cx c\ Ann 

94133. 067 


-3. 468 


ft ft ft n 

8. 802 


1 A A 

1. 00 


A A A A 

0. 00 c 




ATOM 


13 84 


H 


ALA A 


94134. 845 


-5. 326 


ft ft rt 1 

9. 071 


1 A A 

l. 00 


ft A A TT 

0. 00 H 




ATOM 


1385 


HA 


ALA A 


aT\ A M t*\ A ■* 

94134. 151 


-2. 930 


< ft r* a r* 

10. 545 


1 ft ft 

I. 00 


A Aft TT 

0. 00 H 




ATOM 


1386 


lHB 


ALA A 


94132. 561 


-4. 335 


8. 406 


•4 ft ft 

l. 00 


ft ft ft TT 

0. 00 H 




ATOM 


1387 


2HB 


ALA A 


94133. 804 


-3. 125 


8. 090 


4 ft ft 

l. 00 


ft ft ft TT 

0. 00 H 


15 


ATOM 


1388 


3HB 


ALA A 


94132. 349 


-2. 681 


8. 982 


l. 00 


ft ft ft TT 

0. 00 H 




ATOM 


1389 


N 


SER A 


95132. 399 


-3. 706 


12. 113 


l. 00 


ft ft ft XT 

0. 00 N 




ATOM 


1390 


CA 


SER A 


95131. 452 


-4. 186 


13. 113 


■4 ft ft 

l. 00 


ft ft ft A 
0. 00 c 




ATOM 


1391 


C 


SER A 


95130. 078 


-3. 554 


4ft ft 4 ft 

12. 910 


A ft ft 

l. 00 


ft Aft A 

0. 00 c 




ATOM 


1392 


0 


SER A 


95129. 848 


-2. 409 


13. 298 


1 ft ft 

l. 00 


ft ft rt ft 

0. 00 0 


20 


ATOM 


1393 


CB 


SER A 


95131. 965 


-3. 878 


4 A r* ft 1 

14. 521 


■4 ft ft 

I. 00 


ft ft ft ft 

0. 00 c 




ATOM 


1394 


OG 


SER A 


95133. 165 


a r~ ft ft 

-4. 580 


1 A rr ft ft 

14. 792 


1 A A 

l. 00 


ft ft ft ft 

0. 00 0 




ATOM 


1395 


H 


SER A 


A r 1 O n «"7 ft 1 

95132. 781 


ft ft -i ft 

-2. 810 


1 rt n ft ft 

12. 209 


1 A A 

1. 00 


ft ft ft TT 

0. 00 H 




ATOM 


1396 


HA 


SER A 


ft r i o i o p n 

95131. 362 


-5. 256 


1 rt A A O 

12. 998 


1 AA 

l. 00 


A A A TT 

U. 00 H 




ATOM 


1397 


lHB 


SER A 


95132. 155 


-2. 819 


1 A p ft ft 

14. 609 


1 A A 

l. 00 


A A A TT 

0. 00 H 


25 


ATOM 


1398 


2HB 


SER A 


ft r i n t n i rv 

95131. 219 


A 1 ri 1 

-4. I7l 


i r rt /I C 

15. 246 


i rtrt 

1. UU 


n fin it 

0. 00 n 




ATOM 


1399 


HG 


SER A 


95133. 818 


-4. 372 


14. 120 


1. 00 


0. 00 H 




ATOM 


1400 


N 


LEU A 


96129. 170 


-4. 307 


12. 301 


1. 00 


0. 00 N 




ATOM 


1401 


CA 


LEU A 


96127. 818 


-3. 822 


12. 047 


1. 00 


0.00 C 




ATOM 


1402 


C 


LEU A 


96126. 868 


-4. 978 


11. 769 


1. 00 


0. 00 C 



WO 2004/016781 













874 




ATOM 


1403 


0 LEU A 


96125. 968 


-5. 262 




ATOM 


1404 


CB LEU A 


96127.817 


-2. 846 




ATOM 


1405 


CG LEU A 


96126. 848 


-1. 671 




ATOM 


1406 


CD1 LEU A 


96127. 276 


-0. 753 


5 


ATOM 


1407 


CD 2 LEU A 


96126. 762 


-0. 899 




ATOM 


1408 


H LEU A 


96129. 413 


-5. 213 




ATOM 


1409 


HA LEU A 


96127. 483 


-3. 305 




ATOM 


1410 


IHB LEU A 


96128. 815 


-2. 452 




ATOM 


1411 


2HB LEU A 


96127. 560 


-3. 395 


10 


ATOM 


1412 


HG LEU A 


96125. 861 


-2. 049 




ATOM 


1413 


1HD1 LEU A 


96126. 400 


-0. 374 




ATOM 


1414 


2HD1 LEU A 


96127. 846 


0. 072 




ATOM 


1415 


3HD1 LEU A 


96127. 884 


-1. 307 




ATOM 


1416 


1HD2 LEU A 


96126. 248 


-1. 497 


15 


ATOM 


1417 


2HD2 LEU A 


96127. 759 


-0. 675 




ATOM 


1418 


3HD2 LEU A 


96126. 220 


0. 021 




ATOM 


1419 


N GLN A 


97127. 076 


-5. 641 




ATOM 


1420 


CA GLN A 


97126. 241 


-6. 771 




ATOM 


1421 


C GLN A 


97126. 998 


-7. 707 


20 


ATOM 


1422 


0 GLN A 


97127. 832 


-7. 264 




ATOM 


1423 


CB GLN A 


97124. 960 


-6. 276 




ATOM 


1424 


CG GLN A 


97123. 774 


-6. 178 




ATOM 


1425 


CD GLN A 


97123. 253 


-7. 538 




ATOM 


1426 


0E1 GLN A 


97122. 361 


-8. 099 


25 


ATOM 


1427 


NE2 GLN A 


97123. 808 


-8. 075 




ATOM 


1428 


H GLN A 


97127. 810 


-5. 364 




ATOM 


1429 


HA GLN A 


97125. 980 


-7. 314 




ATOM 


1430 


IHB GLN A 


97125. 141 


-5. 296 




ATOM 


1431 


2HB GLN A 


97124. 700 


-6. 955 



PCT/JP2003/010288 

12. 560 1. 00 0. 00 0 

10. 868 1. 00 0. 00 C 

11.002 1.00 0.00 C 

12. 137 1. 00 0.00 C 

9. 694 1. 00 0. 00 C 

12. 014 1. 00 0. 00 H 

12. 929 1. 00 0. 00 H 

10. 753 1. 00 0. 00 H 

9. 974 1. 00 0. 00 H 

11. 233 1. 00 0. 00 H 

12. 643 1. 00 0. 00 H 
11.737 1.00 0. 00 H 
12. 837 1. 00 0. 00 H 

8. 956 1. 00 0. 00 H 

9. 343 1. 00 0. 00 H 

9. 852 1. 00 0. 00 H 

10. 640 1. 00 0. 00 N 
10. 249 1. 00 0. 00 C 

9. 308 1. 00 0. 00 C 

8. 518 1. 00 0. 00 0 

9. 574 1. 00 0. 00 C 

10. 520 1. 00 0. 00 C 
10. 943 1. 00 0. 00 C 

10. 307 1. 00 0. 00 0 
12. 023 1. 00 0. 00 N 

10. 056 1. 00 0. 00 H 

11. 144 1. 00 0. 00 H 
9. 157 1. 00 0. 00 H 
8. 775 1. 00 0. 00 H 



WO 2004/016781 
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ATOM 1432 1HG GLN A 97124.077 -5.636 11.403 1.00 0. 00 H 

ATOM 1433 2HG GLN A 97122.978 -5.642 10.025 1.00 0. 00 H 

ATOM 1434 1HE2 GLN A 97124.514 -7.571 12.480 1.00 0. 00 H 

ATOM 1435 2HE2 GLN A 97123.490 -8.953 12.319 1.00 0. 00 H 

5 ATOM 1436 N PROA 98126.716 -9.019 9.381 1.00 0. 00 N 

ATOM 1437 CA PRO A 98127.376 -10.016 8.532 1.00 0. 00 C 

ATOM 1438 C PRO A 98127. 270 -9. 675 7. 049 1. 00 0. 00 C 

ATOM 1439 0 PROA 98126.214 -9.258 6.572 1.00 0.00 0 

ATOM 1440 CB PROA 98126.617 -11.309 8.838 1.00 0. 00 C 

10 ATOM 1441 CG PROA 98126.044 -11.102 10.197 1.00 0. 00 C 

ATOM 1442 CD PRO A 98125. 737 -9. 634 10. 295 1. 00 0. 00 C 

ATOM 1443 HA PROA 98128.417 -10.136 8.797 1.00 0. 00 H 

ATOM 1444 1HB PROA 98125.842 -11.458 8.100 1.00 0. 00 H 

ATOM 1445 2HB PRO A 98127. 301 -12. 145 8. 822 1. 00 0. 00 H 

15 ATOM 1446 1HG PROA 98125.141 -11.683 10.308 1.00 0. 00 H 

ATOM 1447 2HG PROA 98126.768 -11.384 10.947 1.00 0. 00 H 

ATOM 1448 1HD PROA 98124.726 -9.437 9.967 1.00 0. 00 H 

ATOM 1449 2HD PROA 98125.881 -9.285 11.307 1.00 0. 00 H 

ATOM 1450 N SERA 99128.369 -9.858 6.324 1.00 0. 00 N 

20 ATOM 1451 CA SERA 99128.399 -9.570 4.895 1.00 0. 00 C 

ATOM 1452 C SERA 99128.077 -8.103 4.626 1.00 0. 00 C 

ATOM 1453 0 SERA 99127.588 -7.393 5.505 1.00 0.00 0 

ATOM 1454 CB SERA 99127.406 -10.466 4.153 1.00 0. 00 C 

ATOM 1455 OG SERA 99127.943 -10.913 2.920 1.00 0.00 0 

25 ATOM 1456 H SERA 99129.179 -10.193 6.762 1.00 0. 00 H 

ATOM 1457 HA SERA 99129.395 -9.779 4.536 1.00 0. 00 H 

ATOM 1458 1HB SERA 99127.175 -11.327 4.763 1.00 0. 00 H 

ATOM 1459 2HB SERA 99126.500 -9.912 3.957 1.00 0. 00 H 

ATOM 1460 HG SERA 99128.190 -10.155 2.385 1.00 0. 00 H 



WO 2004/016781 




PCT/JP2003/010288 





ATOM 


1461 


N 


GLY A 100128. 355 


-7. 656 


3. 406 


1 A A 

l. 00 


A A A \T 




ATOM 


1462 


CA 


GLY A 100128. 090 


-6. 277 


3. 042 


1 A A 

I. 00 


AAA A 

0. 00 c 




ATOM 


1463 


C 


GLY A 100126. 602 


-5. 977 


2. 953 


l. 00 


A A A A 

0. 00 c 




ATOM 


1464 


0 


GLY A 100125. 843 


-6. 340 


3. 851 


■i rv a 

l. 00 


A A A A 

0. 00 0 


5 


ATOM 


1465 


H 


GLY A 100128. 744 


-8. 268 


2. 747 


l. 00 


A A A TT 

0. 00 H 




ATOM 


1466 


1HA 


GLY A 100128. 532 


-5. 629 


3. 784 


l. 00 


s\ A A TT 

0. 00 H 




ATOM 


1467 


2HA 


GLY A 100128. 546 


-6. 077 


2. 085 


l. 00 


r\ A A TT 

0. 00 H 




ATOM 


1468 


N 


PRO A 101126. 151 


-5. 310 


1. 875 


l. 00 


0. 00 N 




ATOM 


1469 


CA 


PRO A 101124. 735 


-4. 972 


1. 693 


l. 00 


0. 00 C 


10 


ATOM 


1470 


C 


PRO A 101123. 819 


-6. 174 


1. 896 


l. 00 


0. 00 C 




ATOM 


1471 


0 


PRO A 101122. 650 


-6. 023 


2. 253 


l. 00 


0. 00 0 




ATOM 


1472 


CB 


PRO A 101124. 670 


-4. 489 


0. 244 


l. 00 


0. 00 C 




ATOM 


1473 


CG 


PRO A 101126. 037 


-3. 973 


-0. 043 


l. 00 


0. 00 C 




ATOM 


1474 


CD 


PRO A 101126.981 


-4. 835 


0. 750 


l. 00 


0. 00 c 


15 


ATOM 


1475 


HA 


PRO A 101124. 431 


-4. 174 


2*. 356 


l. 00 


0. 00 H 




ATOM 


1476 


1HB 


PRO A 101124. 414 


-5. 316 


-0. 403 


l. 00 


0. 00 H 




ATOM 


1477 


2HB 


PRO A 101123. 928 


-3. 710 


0. 154 


l. 00 


0. 00 H 




ATOM 


1478 


1HG 


PRO A 101126. 247 


-4. 059 


-1. 099 


l. 00 


0. 00 H 




ATOM 


1479 


2HG 


PRO A 101126. 115 


-2. 943 


0. 273 


l. 00 


0. 00 H 


20 


ATOM 


1480 


1HD 


PRO A 101127. 328 


-5. 664 


0. 151 


l. 00 


0. 00 H 




ATOM 


1481 


2HD 


PRO A 101127. 815 


-4. 250 


1. 108 


l. 00 


0. 00 H 




ATOM 


1482 


N 


SER A 102124. 356 


-7. 368 


1. 667 


l. 00 


0. 00 N 




ATOM 


1483 


CA 


SER A 102123. 586 


-8. 596 


1. 826 


l. 00 


A A A A 

0. 00 c 




ATOM 


1484 


C 


SER A 102122. 398 


-8. 621 


0. 870 


l. 00 


0. 00 c 


25 


ATOM 


1485 


0 


SER A 102121. 465 


-7. 828 


1. 002 


l. 00 


A f\ A A 

0. 00 0 




ATOM 


1486 


CB 


SER A 102123.096 


-8. 734 


3. 269 


l. 00 


0.00 c 




ATOM 


1487 


OG 


SER A 102122. 624 


-10. 046 


3. 525 


l. 00 


0. 00 0 




ATOM 


1488 


H 


SER A 102125. 293 


-7. 425 


1.385 


l. 00 


0.00 H 




ATOM 


1489 


HA 


SER A 102124. 235 


-9. 427 


1.595 


l. 00 


0. 00 H 



WO 2004/016781 




PCT/JP2003/010288 



ATOM 1490 1HB SER A 102123. 910 -8.520 3.946 1.00 0. 00 H 

ATOM 1491 2HB SER A 102122. 292 -8.035 3.442 1.00 0. 00 H 

ATOM 1492 HG SER A 102122. 058 -10. 037 4.300 1.00 0. 00 H 

ATOM 1493 N SER A 103122. 438 -9.537 -0.093 1.00 0. 00 N 

5 ATOM 1494 CA SER A 103121. 366 -9.665 -1.072 1.00 0. 00 C 

ATOM 1495 C SER A 103120. 185 -10. 435 -0.487 1.00 0. 00 C 

ATOM 1496 0 SER A 103119. 033 -10. 025 -0.627 1.00 0.00 0 

ATOM 1497 CB SER A 103121. 876 -10. 370 -2.329 1.00 0. 00 C 

ATOM 1498 OG SER A 103120. 830 -10. 568 -3.265 1.00 0.00 0 

10 ATOM 1499 H SER A 103123. 209 -10. 140 -0. 146 1. 00 0. 00 H 

ATOM 1500 HA SER A 103121. 037 -8.671 -1.335 1.00 0. 00 H 

ATOM 1501 1HB SER A 103122. 644 -9. 767 -2. 791 1. 00 0. 00 H 

ATOM 1502 2HB SER A 103122. 287 -11. 331 -2.059 1.00 0. 00 H 

ATOM 1503 HG SER A 103120. 950 -9.976 -4.010 1.00 0. 00 H 

15 ATOM 1504 N GLY A 104120. 480 -1 1. 552 0.168 1.00 0. 00 N 

ATOM 1505 CA GLY A 104119. 434 -12. 362 0.764 1.00 0. 00 C 

ATOM 1506 C GLY A 104119. 128 -11. 954 2.192 1.00 0. 00 C 

ATOM 1507 0 GLY A 104119. 791 -12. 475 3.113 1.00 0.00 0 

ATOM 1508 OXT GLY A 104118. 225 -11. 113 2.389 1.00 0.00 0 

20 ATOM 1509 H GLY A 104121. 417 -11. 830 0.247 1.00 0. 00 H 

ATOM 1510 1HA GLY A 1041 18. 536 -12. 261 0.173 1.00 0. 00 H 

ATOM 1511 2HA GLY A 104119. 745 -13. 396 0.755 1.00 0. 00 H 
TER 1512 GLY A 104 
ENDMDL 

25 

^mmmmm 1 7 

ATOM 1 N GLY A 1109.574 7.515 6.275 1.00 0. 00 N 
ATOM 2 CA GLY A 1110.983 7.839 5.923 1.00 0. 00 C 
ATOM 3 C GLY A 1111.857 6.603 5.837 1.00 0. 00 C 





WO 2004/016781 


• 
















878 




ATOM 4 


0 


GLY A 


1111. 736 


5. 690 




ATOM 5 


1H 


GLY A 


1109. 009 


7. 388 




ATOM 6 


2H 


GLY A 


1109. 159 


8. 287 




ATOM 7 


3H 


GLY A 


1109.537 


6. 638 


5 


ATOM 8 


1HA 


GLY A 


1110. 998 


8. 343 




ATOM 9 


2HA 


GLY A 


1111. 388 


8. 501 




AT0M10 


N 


SER A 


2112. 742 


6. 574 




AT0M11 


CA 


SER A 


2113. 641 


5. 442 




AT0M12 


C 


SER A 


2115.081 


5.913 


10 


AT0M13 


0 


SER A 


2115. 554 


6. 083 




AT0M14 


CB 


SER A 


2113. 208 


4. 619 




AT0M15 


OG 


SER A 


2114. 165 


3. 619 




ATOM 16 


H 


SER A 


2112. 791 


7. 333 




AT0M17 


HA 


SER A 


2113. 584 


4. 822 


15 


AT0M18 


1HB 


SER A 


2112. 263 


4. 141 




AT0M19 


2HB 


SER A 


2113. 100 


5. 272 




AT0M20 


HG 


SER A 


2114. 942 


4. 028 




AT0M21 


N 


SER A 


3115. 771 


6. 123 




AT0M22 


CA 


SER A 


3117. 157 


6. 575 


20 


ATOM23 


C 


SER A 


3118. 117 


5. 391 




AT0M24 


0 


SER A 


3118. 026 


4. 548 




AT0M25 


CB 


SER A 


3117. 432 


7. 527 




ATOM26 


OG 


SER A 


3118. 306 


8. 573 




AT0M27 


H 


SER A 


3115. 338 


5. 970 


25 


AT0M28 


HA 


SER A 


3117. 312 


7. 102 




AT0M29 


1HB 


SER A 


3116. 502 


7. 960 




AT0M30 


2HB 


SER A 


3117. 889 


6.978 




AT0M31 


HG 


SER A 


3119. 206 


8. 241 




AT0M32 


N 


GLY A 


4119. 037 


5. 334 



PCT/JP2003/010288 

6. 653 1. 00 0. 00 0 

5.412 1.00 0. 00 H 

6. 836 1. 00 0. 00 H 

6. 833 1. 00 0. 00 H 

4. 967 1. 00 0. 00 H 

6. 674 1. 00 0. 00 H 

4. 845 1. 00 0. 00 N 

4. 655 1. 00 0. 00 C 

4. 477 1. 00 0. 00 C 

3. 353 1. 00 0. 00 0 

3. 441 1. 00 0. 00 C 

3. 134 1. 00 0. 00 0 

4. 226 1. 00 0. 00 H 

5. 537 1. 00 0. 00 H 

3. 650 1. 00 0. 00 H 
2. 587 1. 00 0. 00 H 
2. 745 1. 00 0. 00 H 
5. 593 1. 00 0. 00 N 
5. 561 1. 00 0. 00 C 

5. 619 1. 00 0. 00 C 

6. 511 1. 00 0. 00 0 
6. 725 1. 00 0. 00 C 
6. 335 1. 00 0. 00 0 

6. 459 1. 00 0. 00 H 

4. 632 1. 00 0. 00 H 

7. 063 1. 00 0. 00 H 
7. 537 1. 00 0. 00 H 
6. 298 1. 00 0. 00 H 
4. 662 1. 00 0. 00 N 



WO 2004/016781 
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ATOM33 


CA 


GLY A 


4120. 001 


4. 250 




AT0M34 


C 


GLY A 


4120. 628 


4. 080 




ATOM35 


0 


GLY A 


4121. 843 


3. 920 




ATOM36 


H 


GLY A 


4119. 063 


6. 035 


5 


AT0M37 : 


I HA 


GLY A 


4120. 782 


4. 451 




AT0M38 2HA 


GLY A 


4119. 503 


3. 331 




ATOM39 


N 


SER A 


5119. 798 


4. 115 




ATOM40 


CA 


SER A 


5120. 278 


3. 963 




AT0M41 


C 


SER A 


5120. 423 


5. 321 


10 


AT0M42 


0 


SER A 


5120. 246 


5. 441 




AT0M43 


CB 


SER A 


5119. 322 


3. 079 




AT0M44 


OG 


SER A 


5119. 831 


2. 823 




AT0M45 


H 


SER A 


5118. 839 


4. 245 




AT0M46 


HA 


SER A 


5121. 246 


3. 487 


15 


AT0M47 


1HB 


SER A 


5119. 190 


2. 137 




AT0M48 


2HB 


SER A 


5118. 367 


3. 575 




AT0M49 


HG 


SER A 


5119. 113 


2. 852 




AT0M50 


N 


SER A 


6120. 749 


6. 340 




AT0M5 1 


CA 


SER A 


6120. 918 


7. 689 


20 


AT0M52 


C 


SER A 


6122. 386 


7. 974 




AT0M53 


0 


SER A 


6123. 256 


7. 772 




AT0M54 


CB 


SER A 


6120. 383 


8. 718 




ATOM55 


OG 


SER A 


6119. 051 


8. 418 




ATOM56 


H 


SER A 


6120. 877 


6. 180 


25 


AT0M57 


HA 


SER A 


6120. 353 


7. 761 




ATOM58 


1HB 


SER A 


6121. 003 


8. 716 




AT0M59 


2HB 


SER A 


6120. 404 


9. 699 




ATOM60 


HG 


SER A 


6118. 527 


8. 244 




AT0M61 


N 


GLY A 


7122. 652 


8. 444 



PCT/JP2003/010288 

4. 623 1. 00 0. 00 C 
3. 253 1. 00 0. 00 C 
3. 135 1.00 0.00 0 

3. 977 1. 00 0. 00 H 

5. 342 1. 00 0. 00 H 

4. 896 1. 00 0. 00 H 
2.216 1.00 0.00 N 
0. 847 1. 00 0. 00 C 
0. 168 1. 00 0. 00 C 

-1. 044 1. 00 0. 00 0 

0. 044 1. 00 0. 00 C 

-1. 253 1. 00 0.00 0 

2. 375 1. 00 0. 00 H 

0. 887 1. 00 0. 00 H 

0. 557 1. 00 0. 00 H 

-0. 048 1. 00 0. 00 H 

-1. 890 1. 00 0. 00 H 

0. 957 1.00 0.00 N 

0.431 1.00 0.00 C 

0. 128 1. 00 0. 00 C 

0. 975 1. 00 0. 00 0 

1. 429 1. 00 0. 00 C 
1. 807 1. 00 0. 00 0 

1. 915 1. 00 0. 00 H 
-0. 485 1. 00 0. 00 H 

2. 314 1. 00 0. 00 H 

0. 976 1. 00 0. 00 H 

1. 021 1. 00 0. 00 H 
-1. 086 1. 00 0. 00 N 
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AT0M62 CA GLY A 7124.015 8.748 -1.480 1.00 0. 00 C 

AT0M63 C GLY A 7124.570 9.962 -0.761 1.00 0. 00 C 

AT0M64 0 GLY A 7124.094 10.326 0.314 1.00 0.00 0 

ATOM65 H GLY A 7121.918 8.585 -1.720 1.00 0. 00 H 

5 AT0M66 1HA GLY A 7124.641 7.896 -1.260 1.00 0. 00 H 

AT0M67 2HA GLY A 7124. 039 8. 932 -2. 545 1. 00 0. 00 H 

AT0M68 N LEU A 8125.580 10.589 -1.355 1.00 0. 00 N 

ATOM69 CA LEU A 8126.204 11.769 -0.765 1.00 0. 00 C 

AT0M70 C LEU A 8126.921 11.411. 0.531 1.00 0. 00 C 

10 AT0M71 0 LEU A 8127.000 12.224 1.453 1.00 0.00 0 

AT0M72 CB LEU A 8125.156 12.853 -0.502 1.00 0. 00 C 

AT0M73 CG LEU A 8124.251 13.182 -1.691 1.00 0. 00 C 

AT0M74 CD 1 LEU A 8122.874 13.613 -1.210 1.00 0. 00 C 

AT0M75 CD2 LEU A 8124.879 14.265 -2.554 1.00 0. 00 C 

15 AT0M76 H LEU A 8125.917 10.249 -2.210 1.00 0. 00 H 

AT0M77 HA LEU A 8126.930 12.146 -1.470 1.00 0. 00 H 

AT0M78 1HB LEU A 8124.534 12.531 0.320 1.00 0. 00 H 

AT0M79 2HB LEU A 8125.669 13.758 -0.210 1.00 0. 00 H 

•AT0M80 HG LEU A 8124.130 12.297 -2.298 1.00 0. 00 H 

20 AT0M81 1HD1 LEU A 8122.440 14.294 -1.927 1.00 0. 00 H 

AT0M82 2HD1 LEU A 8122.965 14.107 -0.254 1.00 0. 00 H 

AT0M83 3HD1 LEU A 8122.240 12.744 -1.109 1.00 0. 00 H 

AT0M84 1HD2 LEU A 8125.765 13.874 -3.036 1.00 0. 00 H 

ATOM85 2HD2 LEU A 8125.150 15.108 -1.935 1.00 0. 00 H 

25 AT0M86 3HD2 LEU A 8124.172 14.583 -3.305 1.00 0. 00 H 

AT0M87 N ALA A 9127.439 10.190 0.595 1.00 0. 00 N 

AT0M88 CA ALA A 9128.148 9.722 1.778 1.00 0. 00 C 

AT0M89 C ALA A 9129.632 9.527 1. 487 1. 00 0. 00 C 

ATOM90 0 ALA A 9130.106 8.399 1.351 1.00 0.00 0 
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AT0M91 CB ALA A 9127.533 8.427 2.285 1.00 0. 00 C 

AT0M92 H ALA A 9127.342 9.588 -0.172 1.00 0. 00 H 

AT0M93 HA ALA A 9128.038 10.471 2.548 1. 00 0.00 H 

AT0M94 1HB ALA A 9127. 579 8. 404 3. 365 1. 00 0. 00 H 

5 AT0M95 2HB ALA A 9128.080 7.587 1.884 1.00 0. 00 H 

AT0M96 3HB ALA A 9126.502 8.370 1.968 1.00 0. 00 H 

AT0M97 N MET A 10130.362 10.634 1.394 1.00 0. 00 N 

AT0M98 CA MET A 10131.793 10.585 1.119 1.00 0. 00 C 

AT0M99 C MET A 10132.527 11.709 1.846 1.00 0. 00 C 

10 ATOM 100 0 MET A 10132.855 12.735 1.249 1.00 0.00 0 

ATOM 101 CB MET A 10132.050 10.683 -0.386 1.00 0. 00 C 

ATOM 102 CG MET A 10131.113 9.826 -1.221 1.00 0. 00 C 

ATOM 103 SD MET A 10131.259 10.156 -2.988 1.00 0. 00 S 

ATOM 104 CE MET A 10130.176 11.573 -3.159 1.00 0. 00 C 

15 ATOM 105 H MET A 10129.928 11.504 1.513 1.00 0. 00 H 

ATOM 106 HA MET A 10132.167 9.638 1.477 1.00 0. 00 H 

ATOM 107 1HB MET A 10131.932 11.712 -0.693 1.00 0. 00 H 

ATOM 108 2HB MET A 10133.064 10.371 -0.587 1.00 0. 00 H 

ATOM 109 1HG MET A 10131.343 8.786 -1.044 1.00 0. 00 H 

20 ATOM 110 2HG MET A 10130.096 10.025 -0.915 1.00 0. 00 H 

ATOM 111 1HE MET A 10129.599 11.695 -2.255 1.00 0. 00 H 

ATOM 112 2HE MET A 10129.509 11.418 -3.994 1.00 0. 00 H 

ATOM 113 3HE MET A 10130.769 12.460 -3.331 1.00 0. 00 H 

ATOM 114 N PROA 11132.795 11.531 3.151 1.00 0. 00 N 

25 ATOM 115 CA PROA 11133.493 12.536 3.958 1.00 0. 00 C 

ATOM 116 C PROA 11134.868 12.891 3.391 1.00 0. 00 C 

ATOM 117 0 PROA 11135.215 14.069 3.286 1.00 0.00 0 

ATOM 118 CB PROA 11133.637 11.869 5.330 1.00 0. 00 C 

ATOM 119 CG PROA 11132.591 10.807 5.358 1.00 0. 00 C 
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3. 939 1. 00 0. 00 C 

4. 055 1. 00 0. 00 H 

5. 429 1. 00 0. 00 H 

6. 106 1. 00 0. 00 H 
5. 990 1. 00 0. 00 H 
5. 717 1. 00 0. 00 H 
3. 735 1. 00 0. 00 H 
3. 746 1. 00 0. 00 H 
3. 014 1. 00 0.00 N 
2.462 1.00 0.00 C 
0. 977 1. 00 0. 00 C 

0. 470 1. 00 0. 00 0 
2. 679 1. 00 0. 00 C 

2. 590 1. 00 0. 00 C 

3. 100 1. 00 0. 00 C 
3. 000 1. 00 0. 00 H 

1. 912 1. 00 0. 00 H 
3. 653 1. 00 0. 00 H 

1. 563 1. 00 0. 00 H 
3. 206 1. 00 0. 00 H 

2. 468 1. 00 0. 00 H 
4.119 1.00 0.00 H 
0. 286 1. 00 0. 00 N 

-1. 134 1. 00 0. 00 C 

-1. 986 1. 00 0. 00 C 

-3. 128 1. 00 0. 00 0 

0. 744 1. 00 0. 00 H 

-1. 333 1. 00 0. 00 H 

-1. 405 1. 00 0. 00 H 
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1. 424 1. 00 0. 00 H 

3. 019 1. 00 0. 00 H 

0. 242 1. 00 0. 00 H 

1. 066 1. 00 0. 00 H 
0. 537 1. 00 0. 00 H 
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7. 032 1. 00 0. 00 H 

6. 001 1. 00 0. 00 N 

6. 861 1. 00 0. 00 C 

8. 118 1.00 0.00 C 



WO 2004/016781 




PCT/JP2003/010288 





ATOM 


ft ft f» 

236 


0 


VAL A 


oni/io coo 
ZU14o. bZZ 


c nc c 

o. yob 


Q 79/1 


1 nn 

1. UU 


n no n 

U. UU u 




ATOM 


n n t 

237 


CB 


VAL A 


Oni /IC no c 

20146. 085 


7 fiOQ 

/. UZo 


7 07A 
f. Z/U 


1 nn 
1. UU 


n nn r 

U. UU tf 




ATOM 


238 


CGI VAL A 


OAi >)7 OvIO 

20147. 242 


C 07 1 
O. 0(1 


0 nn7 
0. UU r 


1 nn 
1. UU 


u. UU 0 




ATOM 


239 


CG2 VAL A 


o a 1 a n coo 

20146. 583 


7 7O0 

7. 788 


c nc 1 
0. Ubl 


1 nn 

1. UU 


n nn r 

U. UU L 


5 


ATOM 


240 


H 


VAL A 


o a 1 a a nco 

20144. 052 


7 cnn 
7. bU9 


C 70 C 

b. cob 


1 nn 
1. UU 


n nn h 
u. uu n 




ATOM 


241 


HA 


VAL A 


20145. 537 


0. 196 


c one 
0. oUb 


t nn 

1. UU 


n nn w 
u. uu n 




ATOM 


242 


HB 


VAL A 


20145. 616 


7 70 0 

7. 7ao 


7 0 A 1 

f. 941 


1 nn 

1. UU 


n nn w 

U. UU 11 




ATOM 


243 


1HG1 VAL A 


n A 1 AO ATI 

20146. 951 


6. 169 


n n 0 7 
9. 02 ( 


1 nn 
1. UU 


n nn w 
u. uu n 




ATOM 


244 


2HG1 


VAL A 


n a 1 j n f\f\r 

20148. 095 


n n o o 

7. 033 


0 nnn 
8. 000 


1 nn 
1. UU 


n nn h 
U. uu n 


10 


ATOM 


245 


3HG1 VAL A 


ft ft -t A r7 r A f\ 

20147. 502 


r AAA 

5. 444 


7 r 1 c 

7. 51b 


1 nn 
1. UU 


n nn u 
U. UU n 




ATOM 


246 


1HG2 VAL A 


20147. 614 


ft ft ft 

8. 072 


p OAH 

6. 200 


1 nn 
1. UU 


n nn .11 
U. UU n 




ATOM 


247 


2HG2 VAL A 


ft r\ ■» a r~ r\ ft ft 

20145. 983 


ft O 17 A 

8. 674 


5. 910 


1 nn 
1. UU 


n nn u 
U. UU n 




ATOM 


248 


3HG2 VAL A 


20146. 506 


7. 157 


r 1 T7 

5. 177 


1 nn 
1. 00 


n nn u 
U. UU n 




ATOM 


249 


N 


GLY A 


C\ < -i A A A 1 A 

2H44. 912 


A 1 ft A 

4. 199 


8. 507 


1 nn 

1. 00 


n nn m 
U. UU N 


15 


ATOM 


250 


CA 


GLY A 


ft -t i A A O ft ft 

2H44. 398 


O COP 

3. 536 


n £»ni 

9. 691 


1 nn 

1. 00 


n nn r 
U. UU t 




ATOM 


251 


C 


GLY A 


e\ -4 * A ft ft i n 

2H43. 343 


o 4 ft 0 
2. 498 


ft q An 

9. 36o 


1 nn 
1. 00 


n nn r 
U. UU t 




ATOM 


252 


0 


GLY A 


ft -t A A ft 1 ft ft 

2H43. 183 


l. 516 


in ft 0 a 
10. 089 


1 nn 

1. 00 


n nnn 
U. UU U 




ATOM 


253 


H 


GLY A 


ft -i i a r* o n ft 

21145. 628 


3. 781 


n nor. 

7. 98b 


1 nn 
L 00 


n nn u 
U. UU n 




ATOM 


254 


1HA 


GLY A 


ft i 1 A r* ft i ft 

21145. 216 


0 oro 

3. 053 


m 0 a a 

10. 204 


1 nn 
1. 00 


n nn u 
U. UU H 


20 


ATOM 


255 


2HA 


GLY A 


ft i 1 A O APT 

2H43. 965 


A O *7 O 

4. 278 


in 0 A n 

10. o4o 


1 nn 
1. UO 


n nn u 
U. UU n 




ATOM 


256 


N 


SER A 


ft ft 1 A Ci ft ft A 

22142. 624 


0 710 
2. 712 


O 0 C 7 

8. Zb7 


1 nn 
1. OU 


n nn m 
U. UU IN 




ATOM 


257 


CA 


SER A 


ft o 1 a 1 con 

22141. 580 


1. 786 


7 O/l/l 

/. o44 


1 nn 
1. UU 


n nn r 
U. UU t 




ATOM 


258 


C 


SER A 


ft O 1 A O IvIA 

22142. 140 


n 700 

0. 728 


c 0 no. 

0. ©yy 


1 nn 
1. UU 


n nn r 
U. UU L 




ATOM 


259 


0 


SER A 


22143. 122 


n nc 7 

0. 967 


C 1 07 

0. iy/ 


1 nn 
1. UU 


n nn n 
U. UU U 


25 


ATOM 


n rt a 

260 


CB 


SER A 


ft ft i a A A A n 

22140. 442 


0 C A Ct 

L. 54b 


7 1 cn 
(. luU 


1 nn 
1. UU 


n nn r 
U. UU t 




ATOM 


261 


OG 


SER A 


22139. 581 


3. 144 


8. 115 


1. 00 


0. 00 0 




ATOM 


262 


H 


SER A 


22142. 800 


3.512 


7. 728 


1. 00 


0. 00 H 




ATOM 


263 


HA 


SER A 


22141. 194 


1. 297 


8.725 


1.00 
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6. 554 l. 00 0. 00 H 

7. 688 l. 00 0. 00 H 
6. 887 i. 00 0. 00 N 
6. 028 l. 00 0. 00 C 
4. 634 l. 00 0. 00 C 

4. 471 l. 00 0.00 0 

6. 645 l. 00 0. 00 C 

8. 055 l. 00 0.00 C 
8. 810 l. 00 0.00 C 

7. 992 l. 00 0. 00 C 

7. 470 l. 00 0. 00 H 

5. 944 l. 00 0. 00 H 

6. 680 l. 00 0. 00 H 

6. 001 l. 00 0. 00 H 

8. 597 l. 00 0. 00 H 

9. 857 l. 00 0. 00 H 
8. 696 l. 00 0. 00 H 
8. 4ll l. 00 0.00 H 

7. 072 l. 00 0. 00 H 

8. 027 l. 00 0. 00 H 
8. 832 l. 00 0. 00 H 
3. 633 l. 00 0. 00 N 

2. 253 l. 00 0. 00 C 
l. 413 l. 00 0. 00 C 
l. 736 l. 00 0. 00 0 

1. 649 l. 00 0. 00 C 

3. 826 l. 00 0. 00 H 

2. 260 l. 00 0. 00 H 
0. 626 l. 00 0. 00 H 
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ATOM 


319 


HA 
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26146. 100 


-2. 461 
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1. 672 1. 00 0. 00 H 

2. 218 1.00 0. 00 H 
0. 334 1. 00 0. 00 N 
0. 555 1.00 0. 00 C 
•1.968 1.00 0.00 C 
•2. 389 1. 00 0. 00 0 
-0.579 1.00 0.00 C 
-1.098 1.00 0.00 C 
-2. 275 1. 00 0. 00 C 
-3. 225 1. 00 0. 00 0 
-2. 249 1. 00 0. 00 0 

0. 129 1. 00 0. 00 H 

-0. 173 1. 00 0. 00 H 

0. 424 1. 00 0. 00 H 

-1. 211 1. 00 0. 00 H 

-1. 410 1. 00 0. 00 H 

-0. 300 1. 00 0. 00 H 

-2. 696 1. 00 0. 00 N 

-4. 061 1. 00 0. 00 C 

-5. 066 1. 00 0. 00 C 

-4. 713 1. 00 0. 00 0 

-4. 240 1. 00 0. 00 C 

-5. 599 1. 00 0. 00 C 

-3. 121 1. 00 0. 00 C 

-2. 305 1. 00 0. 00 H 

-4. 264 1. 00 0. 00 H 

-4.190 1.00 0. 00 H 

-6. 341 1. 00 0. 00 H 

-5. 555 1. 00 0. 00 H 
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W 889 W 

323 3HG1 VAL A 26144.365 -2.435 -5.865 1.00 0. 00 H 

324 1HG2 VAL A 26145.069 -1.785 -3.283 1.00 0. 00 H 

325 2HG2 VAL A 26146.518 -2.776 -3.111 1.00 0. 00 H 

326 3HG2 VAL A 26145.073 -3.155 -2.173 1.00 0. 00 H 

327 N LYS A 27142.875 -4.688 -6.319 1.00 0. 00 N 

328 CA LYS A 27142.493 -5.618 -7.375 1.00 0. 00 C 

329 C LYS A 27143.724 -6.147 -8.106 1.00 0. 00 C 

330 0 LYS A 27143.759 -6.193 -9.335 1.00 0.00 0 

331 CB LYS A 27141.548 -4.934 -8.368 1.00 0. 00 C 

332 CG LYS A 27140.844 -5.904 -9.303 1.00 0. 00 C 

333 CD LYS A 27139.434 -6.212 -8.828 1.00 0. 00 C 

334 CE LYS A 27138.434 -5.194 -9.354 1.00 0. 00 C 

335 NZ LYS A 27138. 010 -5.500 -10.748 1.00 0. 00 N 

336 H LYS A 27143.003 -3.741 -6.539 1.00 0. 00 H 

337 HA LYS A 27141.977 -6.448 -6.915 1.00 0. 00 H 

338 1HB LYS A 27140.797 -4.390 -7.816 1.00 0. 00 H 

339 2HB LYS A 27142.118 -4.238 -8.967 1.00 0. 00 H 

340 1HG LYS A 27140.793 -5.464 -10.289 1.00 0. 00 H 

341 2HG LYS A 27141.410 -6.822 -9.345 1.00 0. 00 H 

342 1HD LYS A 27139.151 -7.193 -9.179 1.00 0. 00 H 

343 2HD LYS A 27139.416 -6.196 -7.748 1.00 0. 00 H 

344 1HE LYS A 27137.564 -5.199 -8.714 1.00 0. 00 H 

345 2HE LYS A 27138.890 -4.215 -9.331 1.00 0. 00 H 

346 1HZ LYS A 27137.487 -6.399 -10.772 1.00 0. 00 H 

347 2HZ LYS A 27138.842 -5.579 -11.365 1.00 0. 00 H 

348 3HZ LYS A 27137.395 -4.743 -11.108 1.00 0. 00 H 

349 N GLU A 28144.732 -6.549 -7.338 1. 00 0. 00 N 

350 CA GLU A 28145.966 -7.077 -7.909 1.00 0. 00 C 

351 C GLU A 28145.851 -8.577 -8.152 1.00 0. 00 C 
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ATOM 
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ATOM 
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10 


ATOM 




ATOM 
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15 


ATOM 




ATOM 
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20 
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ATOM 




ATOM 




ATOM 


25 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 
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ATOM 352 0 GLU A 28144.929 -9.227 -7.660 1.00 0.00 0 

ATOM 353 CB GLU A 28147.146 -6.785 -6.980 1.00 0. 00 C 

ATOM 354 CG GLU A 28148.392 -6.309 -7.709 1.00 0. 00 C 

ATOM 355 CD GLU A 28148.913 -4.989 -7.176 1.00 0. 00 C 

5 ATOM 356 0E1 GLU A 28148.619 -3.941 -7.790 1.00 0.00 0 

ATOM 357 0E2 GLU A 28149.615 -5.001 -6.142 1.00 0.00 0 

ATOM 358 H GLU A 28144.645 -6.489 -6.364 1.00 0. 00 H 

ATOM 359 HA GLU A 28146.133 -6.581 -8.854 1.00 0. 00 H 

ATOM 360 1HB GLU A 28146.852 -6.021 -6.274 1.00 0. 00 H 

10 ATOM 361 2HB GLU A 28147. 393 -7.685 -6.438 1.00 0. 00 H 

ATOM 362 1HG GLU A 28149.165 -7.054 -7.599 1.00 0. 00 H 

ATOM 363 2HG GLU A 28148.156 -6.188 -8.757 1.00 0. 00 H 

ATOM 364 N ASN A 29146.795 -9.126 -8.913 1.00 0. 00 N 

ATOM 365 CA ASN A 29146.794 -10.553 -9.214 1.00 0. 00 C 

15 ATOM 366 C ASN A 29146.979 -11.378 -7.941 1.00 0. 00 C 

ATOM 367 0 ASN A 29146.210 -12.304 -7.681 1.00 0.00 0 

ATOM 368 CB ASN A 29147.889 -10.896 -10.230 1.00 0. 00 C 

ATOM 369 CG ASN A 29148.012 -9.859 -11.329 1.00 0. 00 C 

ATOM 370 0D1 ASN A 29147.215 -9.835 -12.268 1.00 0.00 0 

20 ATOM 371 ND2 ASN A 29149.014 -8.995 -11.218 1.00 0. 00 N 

ATOM 372 H ASN A 29147.507 -8.559 -9.277 1.00 0. 00 H 

ATOM 373 HA ASN A 29145.832 -10.795 -9.643 1.00 0. 00 H 

ATOM 374 1HB ASN A 29148.837 -10.967 -9.720 1.00 0. 00 H 

ATOM 375 2HB ASN A 29147.660 -11.849 -10.684 1.00 0. 00 H 

25 ATOM 376 1HD2 ASN A 29149.610 -9.074 -10.444 1.00 0. 00 H 

ATOM 377 2HD2 ASN A 29149.117 -8.314 -11.915 1.00 0. 00 H 

ATOM 378 N PROA 30147.999 -11.054 -7.-121 1, 00 0. 00 N 

ATOM 379 CA PROA 30148.264 -11.772 -5.876 1.00 0. 00 C 

ATOM 380 C PROA 30147.376 -11.290 -4.730 1.00 0. 00 C 
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3H45. 531 


-11. 780 
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394 
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3H46. 277 


-11. 450 


15 


ATOM 


395 
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3H46. 937 


-12. 308 




ATOM 


396 


CB 


PRO A 


3H44. 671 


-13. 035 




ATOM 


397 


CG 


PRO A 


3H44. 8ll 


-13. 798 




ATOM 


398 


CD 


PRO A 


3H46. 194 


-13. 502 




ATOM 


399 


HA 


PRO A 


3H44. 900 


-10. 945 


20 


ATOM 


400 


1HB 


PRO A 


3H45. 039 


-13. 603 




ATOM 


401 
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PRO A 


3H43. 645 


-12. 748 




ATOM 


402 


1HG 


PRO A 


3H44. 699 


-14. 855 




ATOM 


403 
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PRO A 


n 1 -i a a f\ n c\ 

31144. 072 


-13. 463 




ATOM 


404 
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PRO A 


3H46. 906 


A A i A A 

-14. 199 


25 


ATOM 


405 
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PRO A 
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1 A f A 1 

-13. 531 




ATOM 


406 
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PHE A 


32146. 164 


-10. 200 




ATOM 


407 


CA 
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-9. 757 




ATOM 


408 
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32145. 940 


-8. 790 




ATOM 


409 
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PHE A 


32145. 040 


-8. 167 
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4. 262 1. 00 0. 00 0 

5. 596 1. 00 0. 00 C 

6. 150 1. 00 0. 00 C 
•7. 340 1. 00 0. 00 C 
■5. 999 1. 00 0. 00 H 
-4. 531 1. 00 0. 00 H 
-6. 094 1. 00 0. 00 H 
-5. 406 1. 00 0. 00 H 
-6. 460 1. 00 0. 00 H 
-7. 355 1. 00 0. 00 H 
-8. 254 1. 00 0. 00 H 
-4. 263 1. 00 0. 00 N 
-3. 169 1. 00 0. 00 C 
-1. 880 1. 00 0. 00 C 
-1. 296 1. 00 0. 00 0 
-2. 980 1. 00 0. 00 C 
-4. 253 1. 00 0. 00 C 
-4. 758 1. 00 0. 00 C 
-3. 439 1. 00 0. 00 H 
-2. 137 1. 00 0. 00 H 
-2. 805 1. 00 0. 00 H 
-4. 062 1. 00 0. 00 H 
-4. 965 1. 00 0. 00 H 
-4. 342 1. 00 0. 00 H 
-5. 836 1. 00 0. 00 H 
-1. 441 1. 00 0. 00 N 
-0. 220 1. 00 0. 00 C 

0. 557 1. 00 0. 00 C 

-0. 007 1. 00 0. 00 0 
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ATOM 


410 


CB PHE A 


32148. 163 


-9. 089 




ATOM 


411 


CG PHE A 


32148. 042 


rr f\ r" A 

-7. 950 




ATOM 


412 


CD1 PHE A 


32148. 547 


a Ann 

-8. 063 




ATOM 


413 


CD2 PHE A 


r*. n ■* An a r\ n 

32147. 426 


-6. 766 


5 


ATOM 


414 


CE1 PHE A 


gf% Af\ 4 j a+s a r% jf\ 

32148. 439 


-7. 017 




ATOM 


415 


CE2 PHE A 


32147. 315 


-5. 716 




ATOM 


416 


CZ PHE A 


32147. 821 


-5. 842 




ATOM 


417 


H PHE A 


32145. 623 


-9. 562 




ATOM 


418 


HA PHE A 


32147. Oil ■ 


-10. 627 


10 


ATOM 


419 


1HB PHE A 


32148. 600 


-8. 704 




ATOM 


420 


2HB PHE A 


32148. 828 


-9. 824 




ATOM 


421 


HD1 PHE A 


32149. 029 


-8. 982 




ATOM 


422 


HD2 PHE A 


32147. 030 


-6. 665 




ATOM 


423 


HE1 PHE A 


32148. 836 


-7. 118 


15 


ATOM 


424 


HE2 PHE A 


32146. 832 


-4. 799 




ATOM 


425 


HZ PHE A 


32147. 736 


-5. 023 




ATOM 


426 


N TYR A 


33146. 199 


-8. 668 




ATOM 


427 


CA TYR A 


33145. 424 


-7. 777 




ATOM 


428 


C TYR A 


33146. 339 


-6. 867 


20 


ATOM 


429 


0 TYR A 


33147. 200 


-7. 339 




ATOM 


430 


CB TYR A 


33144. 528 


-8. 588 




ATOM 


431 


CG TYR A 


33143. 314 


-9. 178 




ATOM 


432 


CD1 TYR A 


33143. 134 


-10. 554 




ATOM 


433 


CD 2 TYR A 


A-\ f\ ^ J *\ At f\. 

33142. 348 


-8. 360 


25 


ATOM 


434 


CE1 TYR A 


33142. 027 


-11. 098 




ATOM 


435 


CE2 TYR A 


33141. 237 


-8. 896 




ATOM 


436 


CZ TYR A 


33141. 081 


-10. 264 




ATOM 


437 


OH TYR A 


33139. 977 


-10. 802 




ATOM 


438 


H TYR A 


33146. 930 


-9. 191 



PCT/JP2003/010288 

0. 551 1. 00 0. 00 C 

1. 523 1. 00 0. 00 C 

2. 809 1. 00 0. 00 C 
1. 152 1. 00 0. 00 C 
•3. 705 1. 00 0. 00 C 
-2. 044 1. 00 0. 00 C 
-3.322 1.00 0.00 C 
-1. 950 1. 00 0. 00 H 
0. 392 1. 00 0. 00 H 

0. 358 1. 00 0. 00 H 
-0. 980 1. 00 0. 00 H 
-3. 110 1. 00 0. 00 H 
-0. 152 1. 00 0. 00 H 
-4. 705 1. 00 0. 00 H 
-1.741 1.00 0.00 H 
-4. 021 1. 00 0. 00 H 

1. 855 1. 00 0. 00 N 
2.709 1.00 0.00 C 

3. 521 1. 00 0. 00 C 

4. 265 1. 00 0. 00 0 
3. 648 1. 00 0. 00 C 

2. 966 • 1. 00 0. 00 C 
2. 895 1. 00 0. 00 C 
2. 394 1. 00 0. 00 C 
2. 272 1. 00 0. 00 C 
1. 771 1. 00 0. 00 C 
1. 712 1. 00 0. 00 C 

1. 092 1. 00 0. 00 0 

2. 248 1. 00 0. 00 H 
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ATOM 


439 


HA 


TYR A 


33144. 802 


-7. 166 




ATOM 


440 


1HB 


TYR A 


33145. 101 


-9. 402 




ATOM 


441 


2HB 


TYR A 


33144. 182 


-7. 948 




ATOM 


442 


HD1 


TYR A 


33143. 877 ■ 


-11. 204 


5 


ATOM 


443 


HD2 TYR A 


33142. 473 


-7. 288 




ATOM 


444 


HE1 


TYR A 


33141. 904 • 


-12. 169 




ATOM 


445 


HE2 TYR A 


33140. 497 


-8. 243 




ATOM 


446 


HH 


TYR A 


33139. 667 


-11. 561 




ATOM 


447 


N 


GLY A 


34146. 148 


-5. 560 


10 


ATOM 


448 


CA 


GLY A 


34146. 963 


-4. 604 




ATOM 


449 


C 


GLY A 


34146. 180 


-3. 374 




ATOM 


450 


0 


GLY A 


34145. 129 


-3. 077 




ATOM 


451 


H 


GLY A 


34145. 447 


-5. 242 




ATOM 


452 


1HA 


GLY A 


34147. 358 


-5. 083 


15 


ATOM 


453 


2HA 


GLY A 


34147. 786 


-4. 298 




ATOM 


454 


N 


VAL A 


35146. 694 


-2. 658 




ATOM 


455 


CA 


VAL A 


35146. 036 


-1. 453 




ATOM 


456 


C 


VAL A 


35146. 677 


-0. 199 




ATOM 


457 


0 


VAL A 


35147. 885 


-0. 161 


20 


ATOM 


458 


CB 


VAL A 


35146. 084 


-1. 378 




ATOM 


459 


CGI 


VAL A 


35147. 523 


-1. 325 




ATOM 


460 


CG2 VAL A 


35145. 296 


-0. 177 




ATOM 


461 


H 


VAL A 


35147. 535 


-2. 946 




ATOM 


462 


HA 


VAL A 


35145. 001 


-1. 492 


25 


ATOM 


463 


HB 


VAL A 


35145. 627 


-2. 272 




ATOM 


464 


1HG1 


VAL A 


35147. 534 


-1. 273 




ATOM 


465 


2HG1 VAL A 


35148. Oil 


-0. 451 




ATOM 


466 


3HG1 VAL A 


35148. 047 


-2. 212 




ATOM 


467 


1HG2 VAL A 


35144. 244 


-0. 331 



PCT/JP2003/010288 

2. 073 1. 00 0. 00 H 
4. 067 1. 00 0. 00 H 
4. 446 1. 00 0. 00 H 

3. 334 1. 00 0. 00 H 
2.441 1.00 0. 00 H 

2. 228 1. 00 0. 00 H 
1. 333 1. 00 0. 00 H 

1. 592 1. 00 0. 00 H 

3. 375 1. 00 0. 00 N 

4. 101 1. 00 0. 00 C 
4. 517 1. 00 0. 00 C 

3. 950 1. 00 0. 00 0 

2. 768 1. 00 0. 00 H 

4. 984 1. 00 0. 00 H 
3.471 1. 00 0. 00 H 

5. 512 1. 00 0. 00 N 

6. 005 1. 00 0. 00 C 
5. 420 1. 00 0. 00 C 
5. 182 1. 00 0. 00 0 

7. 544 1. 00 0. 00 C 
8.035 1. 00 0. 00 C 

8. 047 1. 00 0. 00 C 
5. 924 1. 00 0. 00 H 
5. 699 1. 00 0. 00 H 
7. 942 1. 00 0. 00 H 
9.114 1.00 0. 00 H 
7. 628 1. 00 0. 00 H 
7.712 1.00 0. 00 H 
7. 857 1. 00 0. 00 H 
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PCT/JP2003/010288 





ATOM 


468 2HG2 VAL A 


35145. 629 


0. 712 


7. 532 


1. 00 


0. 00 H 




ATOM 


469 3HG2 VAL A 


35145. 457 


-0. 060 


9. 108 


1. 00 


0. 00 H 




ATOM 


470 


XT 

N 


ILE A 


36145. 862 


0. 825 


5. 193 


1. 00 


0. 00 N 




ATOM 


A H 1 

471 


r» a 

CA 


TT T? A 

ILE A 


36146. 350 


2. 082 


4. 638 


1. 00 


0.00 c 


5 


ATOM 


472 


c 


ILE A 


36147. 313 


2. 767 


5. 602 


1. 00 


0. 00 c 




ATOM 


473 


0 


ILE A 


36147. 068 


2. 821 


6. 807 


1. 00 


0. 00 0 




ATOM 


474 


CB 


ILE A 


36145. 190 


3. 044 


4. 313 


1. 00 


0. 00 c 




ATOM 


475 


CGI 


T T A 

ILE A 


36144. 139 


2. 340 


3. 452 


1. 00 


0. 00 c 




ATOM 


476 


CG2 


ILE A 


36145. 713 


4. 288 


3. 611 


1. 00 


0. 00 c 


10 


ATOM 


477 


CD1 


ILE A 


36142. 949 


3. 213 


3. 118 


1. 00 


0. 00 c 




ATOM 


478 


H 


ILE A 


36144. 910 


0. 734 


5. 405 


1. 00 


0. 00 H 




ATOM 


479 


HA 


ILE A 


36146. 874 


1. 859 


3. 719 


1. 00 


0. 00 H 




ATOM 


480 


HB 


ILE A 


36144. 736 


3. 350 


5. 244 


1. 00 


0. 00 H 




ATOM 


481 


1HG1 


ILE A 


36144. 594 


2. 031 


2. 523 


1. 00 


0. 00 H 


15 


ATOM 


482 


2HG1 


ILE A 


36143. 776 


1, 469 


3. 977 


1. 00 


0. 00 H 




ATOM 


483 


1HG2 


ILE A 


36146. 653 


4. 061 


3. 129 


1. 00 


0. 00 H 




ATOM 


484 


2HG2 


ILE A 


36145. 860 


5. 076 


4. 334 


1. 00 


0. 00 H 




ATOM 


485 


3HG2 


ILE A 


36144. 997 


4. 611 


2. 868 


1. 00 


0. 00 H 




ATOM 


486 


1HD1 


ILE A 


36142. 382 


2. 758 


2. 319 


1. 00 


0. 00 H 


20 


ATOM 


487 


2HD1 


ILE A 


36143. 294 


4. 187 


2. 803 


1. 00 


0. 00 H 




ATOM 


488 


ft YTTV i 

3HD1 


TT T1 « 

ILE A 


36142. 323 


3. 317 


3. 990 


1. 00 


0. 00 H 




ATOM 


489 


XT 

N 


ARG A 


37148. 411 


3. 289 


5. 063 


1. 00 


0. 00 N 




ATOM 


490 


n a 

CA 


a t% r» A 

ARG A 


37149. 412 


3. 968 


5. 877 


1. 00 


0. 00 C 




ATOM 


491 


C 


ARG A 


37149. 575 


5. 422 


5. 441 


1. 00 


0. 00 C 


25 


ATOM 


492 


0 


ARG A 


37149. 318 


6. 343 


6. 216 


1. 00 


0. 00 0 




ATOM 


493 


CB 


ARG A 


37150. 755 


3. 242 


5. 782 


1. 00 


0. 00 c 




ATOM 


494 


CG 


ARG A 


37150. 663 


1. 754 


6. 073 


1. 00 


0. 00 c 




ATOM 


495 


CD 


ARG A 


37150. 046 


1. 488 


7. 437 


1. 00 


0. 00 c 




ATOM 


496 


NE 


ARG A 


37150. 848 


2. 053 


8. 519 


1. 00 


0. 00 N 
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ATOM 


497 


CZ 


ARG A 


37150. 641 


l. 792 




ATOM 


498 


NH1 


ARG A 


37149. 661 


0. 977 




ATOM 


499 


NH2 ARG A 


37151. 417 


2. 348 




ATOM 


500 


IT 
11 


APP A 
AKu A 


37148. 552 


3. 212 


5 


ATOM 


501 


UA 

HA 


APT A 
AKu A 


37149. 075 


3. 949 




ATOM 


502 


1 UP 

IHd 


APP A 

AKU A 


37151. 150 


3. 369 




ATOM 


503 


9 UP 
6X1D 


APP A 

AKu A 


37151. 440 


3. 684 




ATOM 


504 


1 UP 

lHu 


APP A 

AIyIj A 


37150. 052 


l. 285 




ATOM 


505 


our 
Znb 


APP A 

AKIj a 


37151. 656 


l. 329 


10 


ATOM 


506 


1 TJT\ 

IriD 


APP A 

AKIj A 


37149. 061 


l. 930 




ATOM 


507 


OTTT\ 

2HD 


ARli A 


37149. 965 


0. 42 1 




ATOM 


508 


ITT? 

HE 


ARb A 


37151. 578 


2. 659 




ATOM 


509 


1 TTTT 1 

lHHl 


A DP A 

ARG a 


37149. 073 


0. 554 




ATOM 


510 


O TTTT 1 

2HH1 


A "DP A 

ARli A 


37149. 512 


0. 785 


15 


ATOM 


511 


1 TTTTO 

lHHZ 


A TIP A 

ARG A 


37152. 157 


2. 962 




ATOM 


512 


ZHHZ 


A D P A 

ARb A 


37151. 262 


2. 152 




ATOM 


513 


N 


TDD A 

TRr A 


38150. 001 


5. 619 




ATOM 


514 


CA 


TDD A 

IRr A 


38150. 198 


6. 962 




ATOM 


515 


I 


TDD A 

IRr A 


38149. 459 


7. 137 


20 


ATOM 


516 


U 


TDD A 

IRr A 


38149. 536 


6. 285 




ATOM 


517 


PP 


TDD A 

IRr A 


38151. 692 


7. 247 




ATOM 


518 


or 

til 


TPP A 

IRr A 


38151. 968 


8. 508 




ATOM 


519 


CDl 


TRP A 


38152. 160 


9. 758 




ATOM 


520 


CD2 


TRP A 


38152. 077 


8. 639 


25 


ATOM 


521 


NE1 


TRP A 


38152. 382 


10. 658 




ATOM 


522 


CE2 


TRP A 


38152. 337 


9. 996 




ATOM 


523 


CE3 


TRP A 


38151. 983 


7. 742 




ATOM 


524 


CZ2 


TRP A 


38152. 501 


10. 473 




ATOM 


525 


CZ3 TRP A 


38152. 148 


8. 217 



FCT/JP2003/010288 

9. 808 l. 00 0. 00 C 
10. 179 l. 00 0. 00 N 

10. 729 l. 00 0. 00 N 
4. 097 l. 00 0. 00 H 
6. 902 l. 00 0. 00 H 

4. 784 l. 00 0. 00 H 

6. 490 l. 00 0. 00 H 

5. 316 l. 00 0. 00 H 

6. 049 l. 00 0. 00 H 

7. 463 l. 00 0. 00 H 

7. 580 l. 00 0. 00 H 

8. 273 l. 00 0. 00 H 

9. 490 l. 00 0. 00 H 

11. 149 l. 00 0. 00 H 

10. 456 l. 00 0. 00 H 

11. 698 l. 00 0. 00 H 
4. 198 l. 00 0. 00 N 
3. 664 l. 00 0. 00 C 

2. 339 l. 00 0. 00 C 

1. 455 l. 00 0. 00 0 

3. 473 l. 00 0. 00 C 

2. 707 l. 00 0. 00 C 

3. 223 l. 00 0. 00 C 

1. 285 l. 00 0. 00 C 

2. 208 l. 00 0. 00 N 
l. 009 l. 00 0. 00 C 
0. 218 l.OO 0.00 C 

-0. 289 l. 00 0. 00 C 

-l. 070 l. 00 0. 00 C 
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ATOM 


526 


CH2 TRP A 


a n 1 r ft ji Aft 

38152. 403 


9. 572 




ATOM 


527 


H TRP A 


38150. 190 


A O A r* 

4. 845 




ATOM 


528 


HA TRP A 


38149. 797 


7. 665 




ATOM 


529 


1HB TRP A 


n n < r n -inn 

38152. 160 


7. 337 


5 


ATOM 


530 : 


2HB TRP A 


38152. 142 


6. 424 




ATOM 


531 


HD1 TRP A 


38152. 136 


9. 991 




ATOM 


532 


HE1 TRP A 


38152. 546 


11. 617 




ATOM 


533 


HE 3 TRP A 


38151. 785 


6. 695 




ATOM 


534 


HZ 2 TRP A 


38152. 696 


11. 515 


10 


ATOM 


535 


HZ 3 TRP A 


38152. 076 


7. 538 




ATOM 


536 


HH2 TRP A 


38152. 525 


9. 899 




ATOM 


537 


N ILE A 


39148. 753 


8. 255 




ATOM 


538 


CA ILE A 


39148. 007 


8. 556 




ATOM 


539 


C ILE A 


39148. 396 


9. 927 


15 


ATOM 


540 


0 ILE A 


39148. 014 


10. 955 




ATOM 


541 


CB ILE A 


39146. 487 


8. 525 




ATOM 


542 


CGI ILE A 


39146. 096 


7. 246 




ATOM 


543 


CG2 ILE A 


39145. 733 


8. 631 




ATOM 


544 


CD1 ILE A 


39144. 679 


7. 267 


20 


ATOM 


545 


H ILE A 


39148. 738 


8. 898 




ATOM 


546 


HA ILE A 


39148. 249 


7. 804 




ATOM 


547 


HB ILE A 


39146. 225 


9. 378 




ATOM 


548 


1HG1 ILE A 


39146. 184 


6. 405 




ATOM 


549 


2HG1 ILE A 


39146. 764 


7. 105 


25 


ATOM 


550 


1HG2 ILE A 


39144. 792 


8. 107 




ATOM 


551 


2HG2 ILE A 


39146. 324 


8. 190 




ATOM 


552 


3HG2 ILE A 


39145. 549 


9. 671 




ATOM 


553 


1HD1 ILE A 


39144. 027 


6. 753 




ATOM 


554 


2HD1 ILE A 


39144. 352 


8. 290 



PCT/JP2003/010288 

1. 315 l. 00 0. 00 C 

3. 628 l. 00 0. 00 H 

4. 379 l. 00 0. 00 H 
4. 441 l. 00 0. 00 H 

2. 936 l. 00 0. 00 H 
4. 277 I. 00 0. 00 H 
2. 324 I. 00 0. 00 H 
0. 385 l. 00 0. 00 H 
-0. 494 l. 00 0. 00 H 
-l. 906 l. 00 0. 00 H 
-2. 337 l. 00 0. 00 H 

2. 210 l. 00 0. 00 N 

0. 995 l. 00 0. 00 C 

0. 453 l. 00 0.00 C 

1. Oil l. 00 0. 00 0 
l. 243 l. 00 0. 00 C 

1. 986 l. 00 0. 00 C 
-0. 074 l. 00 0. 00 C 

2. 520 l. 00 0. 00 C 
2. 950 l. 00 0. 00 H 

0. 258 l. 00 0. 00 H 

1. 849 l. 00 0. 00 H 

1. 314 l. 00 0. 00 H 

2. 823 l. 00 0. 00 H 

0. 007 l. 00 0. 00 H 
-0. 864 l. 00 0. 00 H 
-0. 300 l. 00 0. 00 H 

1. 829 l. 00 0.00 H 

2. 632 l. 00 0. 00 H 
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ATOM 


555 3HD1 


Y T T"» A 

ILE A 


O A 1 A A O A A. 

39144. 649 


6. 772 




ATOM 


£^fi 


N 


GLY A 


a ft -t Aft 1 p a 

40149. 164 


ft AO*?? 

9. 936 




ATOM 


££7 
DO ( 


PA 


GLY A 


a n ■* in pat 

40149. 595 


11 1 A A 

ll. 190 




ATOM 


££R 

Duo 


P 


GLY A 


40150. 136 


1*1 A A A 

11. 024 


5 


ATOM 


££Q 


n 
u 


GLY A 


A ft H Aft ft ft A 

40149. 994 


A ft f* ft 

9. 963 




ATOM 


DOU 


11 


GLY A 


40149. 442 


A A Cl n 

9. 086 




ATOM 


DDI 


i rr a 
Inii 


GLY A 


A ft -i Aft rt ^ n 

40148. 757 


11. 869 




ATOM 


£R9 
DDZ 




GLY A 


a ft -t ^ ft f\ n n 

40150. 366 


11. 617 




ATOM 


£ A9 
DUO 


IN 


GLN A 


41150. 756 


12. 080 


10 


ATOM 


C A/I 


r a 
LA 


GLN A 


41151. 322 


12. 057 




ATOM 


DUD 




GLN A 


41152. 790 


12. 482 




ATOM 


DDD 


A 
U 


GLN A 


41153. 104 


13. 628 




ATOM 


DO ( 


U5 


GLN A 


41150. 525 


12. 986 




ATOM 


ceo 
boo 


lb 


GLN A 


41149. 022 


12. 773 


15 


ATOM 


boa 




GLN A 


41148. 247 


14. 074 




ATOM 


b i U 


KJEi 1 


GLN A 


41148. 194 


14. 824 




ATOM 


G7 1 

b ( 1 


MX? 9 


GLN A 


41147. 642 


14. 349 




ATOM 


b / L 


U 

n 


GLN A 


41150. 834 


12. 896 




ATOM 


£79 
b (6 


tf A 


GLN A 


41151. 253 


11. 048 


20 


ATOM 


£7/1 
D J 4 


1 XJT> 
lllD 


GLN A 


41150. 738 


14. 008 




ATOM 


£7£ 

D / D 


LnD 


GLN A 


41150. 838 


12. 821 




ATOM 


£7A 




GLN A 


41148. 714 


12. 152 




ATOM 


0 / / 




GLN A 


41148. 790 


12. 275 




ATOM 


£78 
D i o 


1HF9 


! GLN A 


41147. 727 


13. 706 


25 


ATOM 


579 


2HE2 


I GLN A 


41147. 135 


15. 185 




ATOM 


580 


N 


PRO A 


42153. 713 


11. 563 




ATOM 


581 


CA 


PRO A 


42155. 152 


11. 857 




ATOM 


582 


C 


PRO A 


42155. 499 


13. 021 




ATOM 


583 


0 


PRO A 


42154. 732 


13. 362 



PCT/JP2003/010288 

3. 479 1. 00 0. 00 H 

0. 631 1.00 0. 00 N 

1. 219 1. 00 0. 00 C 
■2. 625 1. 00 0. 00 C 
•3. 233 1. 00 0. 00 0 
-1.033 1.00 0. 00 H 
-1. 246 1. 00 0. 00 H 
-0. 597 1. 00 0. 00 H 
-3. 140 1. 00 0. 00 N 
-4. 482 1. 00 0. 00 C 
-4. 457 1. 00 0. 00 C 
-4. 136 1. 00 0. 00 0 
-5. 399 1. 00 0. 00 C 
-5. 320 1. 00 0. 00 C 
-5. 380 1. 00 0. 00 C 
-4. 405 1. 00 0. 00 0 
-6. 529 1. 00 0. 00 N 
-2. 605 1. 00 0. 00 H 
-4..858 1. 00 0. 00 H 
-5. 127 1. 00 0. 00 H 
-6. 419 1. 00 0. 00 H 
-6. 147 1. 00 0. 00 H 
-4. 390 1. 00 0. 00 H 
-7. 262 1. 00 0. 00 H 
-6. 596 1. 00 0. 00 H 
-4. 793 1. 00 0. 00 N 
-4. 801 1. 00 0. 00 C 
-5. 723 1. 00 0. 00 C 
-6. 624 1. 00 0. 00 0 
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CB 


PRO A 
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1 r\ f f* f\ 

10. 560 
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ATOM 
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CD 


PRO A 


42153. 437 


10. I7l 




ATOM 
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HA 


PRO A 


42155. 516 


12. 068 


5 


ATOM 


588 


1HB 


PRO A 


42155. 979 


10. 649 




ATOM 
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PRO A 


42156. 708 


10. 372 




ATOM 
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1HG 


PRO A 


42154. 873 


8. 697 




ATOM 
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42154. 895 


9. 138 




ATOM 
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42153. 104 


10. 119 


10 
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42152. 710 


9. 720 
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N 


PRO A 


43156. 668 


13. 649 
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CA 


PRO A 


43157. 117 


14. 780 




ATOM 


596 
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PRO A 


43157. 535 


14. 350 
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597 
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PRO A 


43158. 705 


14. 060 


15 
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CB 


PRO A 


43158. 320 


15. 319 




ATOM 


599 


CG 


PRO A 


43158. 841 


14. 148 




ATOM 


600 


CD 


PRO A 


43157. 643 


13. 304 




ATOM 


601 


HA 


PRO A 


43156. 356 


15. 543 




ATOM 


602 


1HB 


PRO A 


43159. 054 


15. 699 


20 


ATOM 


603 


2HB 


PRO A 


43158. 002 


16. 109 




ATOM 


604 


1HG 


PRO A 


43159. 531 


13. 589 




ATOM 


605 


2HG 


PRO A 


43159. 330 


14. 483 




ATOM 


606 


1HD 


PRO A 


43157. 897 


12. 255 




ATOM 


607 


2HD 


PRO A 


43157. 262 


13. 565 


25 


ATOM 


608 
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GLY A 


44156. 571 


14. 311 




ATOM 


609 


CA 


GLY A 


44156. 860 


13. 916 




ATOM 


610 


C 


GLY A 


44155. 636 


13. 399 




ATOM 


611 


0 


GLY A 


44155.325 


13. 848 




ATOM 


612 


H 


GLY A 


44155. 656 


14. 552 



PCT/JP2003/010288 

5. 316 1. 00 0. 00 C 

5. 034 1. 00 0. 00 C 

5. 187 1. 00 0. 00 C 
3. 806 1. 00 0. 00 H 

6. 375 1. 00 0. 00 H 
•4. 789 1. 00 0. 00 H 
•5. 744 1. 00 0. 00 H 
-4. 025 1. 00 0. 00 H 
-6. 214 1. 00 0. 00 H 
-4. 527 1. 00 0. 00 H 
-5.510 1.00 0. 00 N 
-6. 327 1. 00 0. 00 C 
-7. 728 1. 00 0. 00 C 
-7. 976 1. 00 0. 00 0 
-5. 555 1. 00 0. 00 C 
-4. 797 1. 00 0. 00 C 
-4. 457 1. 00 0. 00 C 
-6. 397 1. 00 0. 00 H 
-6.251 1.00 0. 00 H 
-4. 892 1. 00 0. 00 H 
-5.413 1.00 0. 00 H 
-3. 894 1. 00 0. 00 H 
-4. 497 1. 00 0. 00 H 
-3.481 1.00 0. 00 H 
-8.641 1.00 0. 00 N 
10. 006 1. 00 0. 00 C 
10. 732 1. 00 0. 00 C 
11.835 1.00 0.00 0 
-8. 386 1. 00 0. 00 H 



WO 2004/016781 




PCT/JP2003/010288 



ATOM 613 1HA GLY A 44157.249 14.768 -10.541 1.00 0. 00 H 

ATOM 614 2HA GLY A 44157.611 13.139 -9.992 1.00 0. 00 H 

ATOM 615 N LEU A 45154.938 12.453 -10.114 1.00 0. 00 N 

ATOM 616 CA LEU A 45153.739 11.876 -10.710 1.00 0. 00 C 

5 ATOM 617 C LEU A 45152.532 12.079 -9.803 1.00 0. 00 C 

ATOM 618 0 LEU A 45152.455 11.497 -8.721 1. 00 0.00 0 

ATOM 619 CB LEU A 45153.945 10.384 -10.980 1.00 0. 00 C 

ATOM 620 CG LEU A 45154.507 9.584 -9.802 1.00 0. 00 C 

ATOM 621 CD 1 LEU A 45154.156 8.109 -9.940 1.00 0. 00 C 

10 ATOM 622 CD2 LEU A 45156.015 9.772 -9.700 1.00 0. 00 C 

ATOM 623 H LEU A 45155.235 12.136 -9.233 1.00 0. 00 H 

ATOM 624 HA LEU A 45153.560 12.381 -11.648 1.00 0. 00 H 

ATOM 625 1HB LEU A 45152.993 9.956 -11.260 1.00 0. 00 H 

ATOM 626 2HB LEU A 45154.626 10.281 -11.812 1.00 0. 00 H 

15 ATOM 627 HG LEU A 45154.061 9.948 -8.886 1.00 0. 00 H 

ATOM 628 1HD1 LEU A 45153.472 7.828 -9.154 1.00 0. 00 H 

ATOM 629 2HD1 LEU A 45155.055 7.515 -9.864 1.00 0. 00 H 

ATOM 630 3HD1 LEU A 45153.691 7.936 -10.900 1.00 0. 00 H 

ATOM 631 1HD2 LEU A 45156.323 10.583 -10.343 1.00 0. 00 H 

20 ATOM 632 2HD2 LEU A 45156.513 8.863 -10.005 1.00 0. 00 H 

ATOM 633 3HD2 LEU A 45156.280 10.002 -8.679 1.00 0. 00 H 

ATOM 634 N ASN A 46151.592 12.907 -10.245 1.00 0. 00 N 

ATOM 635 CA ASN A 46150.393 13.174 -9.461 1.00 0. 00 C 

ATOM 636 C ASN A 46149.458 11.971 -9.487 1.00 0. 00 C 

25 ATOM 637 0 ASN A 46148.826 11.684 -10.504 1.00 0.00 0 

ATOM 638 CB ASN A 46149.672 14.410 -10.001 1.00 0. 00 C 

ATOM 639 CG ASN A 46148.921 15.162 -8.920 1.00 0. 00 C 

ATOM 640 0D1 ASN A 46147.695 15.271 -8.962 1.00 0.00 0 

ATOM 641 ND2 ASN A 46149.655 15.686 -7.946 1.00 0. 00 N 
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CD 
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15 
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20 
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47150. 895 
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48147. 119 




ATOM 
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CA 
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48146. 847 




ATOM 


665 
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VAL A 


48147. 245 


25 


ATOM 


666 
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VAL A 


48146. 514 




ATOM 


667 


CB 


VAL A 


48145. 358 




ATOM 


668 
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VAL A 


48145. 132 




ATOM 


669 


CG2 VAL A 


48144. 870 




ATOM 


670 


H 


VAL A 


48146. 374 



PCT/JP2003/010288 

900 

13. 344 -11. 114 1. 00 0. 00 H 



15. 560 -7. 978 1. 00 0. 00 H 

16. 177 -7. 233 1. 00 0. 00 H 
11.273 -8.360 1.00 0. 00 N 

10. 100 -8. 245 1. 00 0. 00 C 
9. 687 -6. 788 1. 00 0. 00 C 

9. 386 -6. 109 1. 00 0. 00 0 
8. 936 -9. 059 1. 00 0. 00 C 
8. 836 -9. 007 1. 00 0. 00 C 

7. 964 -10. Ill 1. 00 0. 00 C 

8. 447 -11. 259 1. 00 0. 00 0 

6. 798 -9. 829 1. 00 0. 00 0 

11. 554 -7. 586 1. 00 0. 00 H 

10. 361 -8. 641 1. 00 0. 00 H 

8. 012 -8. 681 1. 00 0. 00 H 

9. 054 -10. 092 1. 00 0. 00 H 
9. 826 -9. 104 1. 00 0. 00 H 

8. 417 -8. 054 1. 00 0. 00 H 

9. 669 -6. 309 1. 00 0. 00 N 
9. 284 -4. 931 1. 00 0. 00 C 

7. 832 -4. 688 1. 00 0. 00 C 
6. 909 -5. 044 1. 00 0. 00 0 
9. 463 -4. 578 1. 00 0. 00 C 
9. 251 -3. 089 1. 00 0. 00 C 

10. 838 -5. 008 1. 00 0. 00 C 
9. 913 -6. 896 1. 00 0. 00 H 
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686 
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LEU A 


49150. 143 


5. I7l 




ATOM 


687 
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LEU A 


49148. 952 


8. 4 14 




ATOM 


688 


HA 


LEU A 


49148. 297 


5. 595 




ATOM 


689 


1HB 


LEU A 


49150. 960 


6. 873 


20 


ATOM 


690 


2HB 


LEU A 


49150. 701 


5. 165 




ATOM 


691 


HG 


LEU A 


49150. 000 


7. 234 




ATOM 
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1HD1 


LEU A 


49152. 506 


7. 107 




ATOM 
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LEU A 


49152. I2l 


7. 424 




ATOM 


694 
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LEU A 


49152. 566 


5. 796 


25 


ATOM 


695 
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49150. 286 


4. 281 




ATOM 


696 
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49150. 729 


5. 100 




ATOM 
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49149. 098 


5. 270 
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5. 032 




ATOM 
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50147. 766 


4. 646 



PCT/JP2003/010288 

4. 283 1. 00 0. 00 H 

•5. 116 1. 00 0. 00 H 

■2. 862 1. 00 0. 00 H 

■2. 817 1. 00 0. 00 H 

-2. 531 1. 00 0. 00 H 

-4. 697 1. 00 0. 00 H 

-4. 551 1. 00 0. 00 H 

-6. 084 1. 00 0. 00 H 

-4. 082 1. 00 0. 00 N 

-3. 795 1. 00 0. 00 C 

-2. 307 1. 00 0. 00 C 

-1. 487 1. 00 0. 00 0 

-4. 258 1. 00 0. 00 C 

-5.753 1.00 0.00 C 

-6.028 1.00 0.00 C 

-6. 550 1. 00 0. 00 C 

-3. 822 1. 00 0. 00 H 

-4. 340 1. 00 0. 00 H 

-3. 710 1. 00 0. 00 H 

-4. 012 1. 00 0. 00 H 

-6. 075 1. 00 0. 00 H 

-5. 136 1. 00 0. 00 H 

-6. 827 1. 00 0. 00 H 

-6. 314 1. 00 0. 00 H 

-5. 957 1. 00 0. 00 H 

-7. 455 1. 00 0. 00 H 

-6. 805 1. 00 0. 00 H 

-1.965 1.00 0. 00 N 

-0. 575 1. 00 0. 00 C 
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ATOM 


725 
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52147. 708 
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HG 
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52147. 347 
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ATOM 
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52145. 535 


-2. 153 



AA^ PCT/JP2003/010288 

0. 197 l. 00 0. 00 C 

0. 721 l. 00 0. 00 0 

•0. 323 l. 00 0. 00 C 

■2. 664 l. 00 0. 00 H 

0. 040 l. 00 0. 00 H 

•0. 99 1 l. 00 0. 00 H 

0. 700 l. 00 0. 00 H 

-0. 499 l. 00 0. 00 H 

0. 715 l. 00 0. 00 N 

1. 147 l. 00 0. 00 C 

2. 041 l. 00 0. 00 C 

3. 217 l. 00 0. 00 0 
l. 099 l. 00 0. 00 H 

0. 276 l. 00 0. 00 H 

1. 688 l. 00 0. 00 H 

1. 481 l. 00 0. 00 N 

2. 237 l. 00 0. 00 C 
2. 917 l. 00 0. 00 C 
2. 284 l. 00 0. 00 0 
l. 316 l. 00 0. 00 C 

0. 645 l. 00 0. 00 C 
-0. 403 l. 00 0. 00 C 

1. 685 l. 00 0. 00 C 
0. 539 l. 00 0. 00 H 

2. 995 l. 00 0. 00 H 

0. 543 l. 00 0. 00 H 

1. 897 l. 00 0. 00 H 
0. 147 l. 00 0. 00 H 
0. 066 l. 00 0. 00 H 
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A*^ PCT/JP2003/010288 

0. 852 1. 00 0. 00 H 

1. 164 1. 00 0. 00 H 

1. 245 1. 00 0. 00 H 

2. 025 1. 00 0. 00 H 
2. 523 1. 00 0. 00 H 
4. 208 1. 00 0. 00 N 

4. 974 1. 00 0. 00 C 

5. 078 1. 00 0. 00 C 

5. 765 1. 00 0. 00 0 

6. 374 1. 00 0. 00 C 

7. 226 1. 00 0. 00 C 

8. 667 1. 00 0. 00 C 

9. 100 1. 00 0. 00 0 
9. 363 1. 00 0. 00 0 
4. 657 1. 00 0. 00 H 
4. 457 1. 00 0. 00 H 
6. 280 1. 00 0. 00 H 
6. 884 1. 00 0. 00 H 

6. 809 1. 00 0. 00 H 

7. 209 1. 00 0. 00 H 
4. 392 1. 00 0. 00 N 

4. 406 1. 00 0. 00 C 

5. 772 1. 00 0. 00 C 

6. 412 1. 00 0. 00 0 
3. 322 1. 00 0. 00 C 
1. 935 1. 00 0. 00 C 
1. 120 1. 00 0.00 C 
1.210" 1.00 0.00 C 
3. 863 1. 00 0. 00 H 
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55151. 256 


-9. 421 




ATOM 


771 


0 


GLU A 


55151. 917 


-9. 662 


15 


ATOM 


772 


CB 


GLU A 


55148. 811 


-9. 106 




ATOM 


773 


CG 


GLU A 


55147. 605 


-8. 182 




ATOM 


774 


CD 


GLU A 


55147. 676 


-7. 132 




ATOM 


775 


OEl 


GLU A 


55148. 644 


-6. 343 




ATOM 


776 


0E2 


; GLU A. 


55146. 764 


-7. 098 


20 


ATOM 


777 


H 


GLU A 


55149. 187 


-7. 945 




ATOM 


778 


HA 


GLU A 


55150. 343 


-7. 653 




ATOM 


779 


1HB 


GLU A 


55148. 623 


-9. 908 




ATOM 


780 


2HB 


GLU A 


55148. 920 


-9. 522 




ATOM 


781 


1HG 


GLU A 


55147. 547 


-7. 682 


25 


ATOM 


782 


2HG 


GLU A 


55146. 713 


-8. 775 




ATOM 


783 


N 


ASP A 


56151. 481 


-10. Oil 




ATOM 


784 


CA 


ASP A 


56152. 542 


-10. 999 




ATOM 


785 


C 


ASP A 


56153. 771 


-10. 371 




ATOM 


786 


0 


ASP A 


56153. 657 


-9. 601 



PCT/JP2003/010288 

4. 202 1. 00 0. 00 H 

3. 633 1. 00 0. 00 H 

3. 243 1. 00 0. 00 H 

2. 044 1. 00 0. 00 H 

0. 569 1. 00 0. 00 H 

1. 783 1. 00 0. 00 H 
0. 429 1. 00 0. 00 H 
0. 543 1. 00 0. 00 H 
0. 640 1. 00 0. 00 H 
1.932 1.00 0. 00 H 

6. 213 1. 00 0. 00 N 

7. 502 1. 00 0. 00 C 

7. 467 1. 00 0. 00 C 

8. 478 1. 00 0. 00 0 
7. 891 1. 00 0. 00 C 

7. 893 1. 00 0. 00 C 

8. 984 1. 00 0. 00 C 

8. 985 1. 00 0. 00 0 

9. 837 1. 00 0. 00 0 

5. 658 1. 00 0. 00 H 
8. 240 1. 00 0. 00 H 

7. 193 1. 00 0. 00 H 

8. 882 1. 00 0. 00 H 

6. 937 1. 00 0. 00 H 
8. 042 1. 00 0. 00 H 
6. 299 1. 00 0. 00 N 
6. 133 1. 00 0.00 C 
5. 482 1. 00 0. 00 C 
4. 530 1. 00 0. 00 0 



WO 2004/016781 a^± 

W 905 





A TAW 

ATOM 


787 


CB 


ASP A 


PA 1 rn f\ A O 

56152. 046 


1 o 1 n o 

-12. 173 




A TA1I 

ATOM 


n o n 

788 


CG 


ASP A 


r A < r A OTA 

56150. 859 


-12. 877 




A TAW 

ATOM 


OQA 

789 


ODl 


ASP A 


56149. 718 


-12. 411 




A T All 

ATOM 


n a a 

790 


0D2 ASP A 


56151. 072 


in O A (* 

-13. 896 


5 


ATOM 


791 


u 

XI 


A<\P A 
Aor A 


56150. 920 


-9. 778 




ATOM 


792 


HA 

ha 


A^P A 
Aor A 


56152. 813 


-11. 361 




ATOM 


793 


1TIP 
lilB 


AQP A 
Aor A 


56151. 752 


-ll. 809 




ATOM 


794 


9 TIP 


A QD A 

Aor A 


56152. 847 


-12. 889 




ATOM 


795 


M 
IN 


PT TT A 
uLU A 


57154. 946 


-10. 710 


10 


ATOM 


796 


PA 

LA 


uLU A 


57156. 197 


-10. 180 




ATOM 


797 


L 


PT TT A 


57156. 579 


-10. 884 




ATOM 


798 


A 
U 


PT TT A 


57157. 219 


-11. 935 




ATOM 


799 


Id 


PT TT A 

uLU A 


57157. 319 


-10. 339 




ATOM 


800 


pp 


PT TT A 

OLU A 


57157. 144 


-9. 464 


15 


ATOM 


801 


Ptt 


PT TT A 
uLU A 


57158. 307 


-9. 580 




ATOM 


802 


HP 1 


PT TT A 
uLU A 


57158. 104 


-9. 322 




ATOM 


803 


OP 9 


PT TT A 
uLU A 


57159. 419 


-9. 929 




ATOM 


804 


u 
ii 


PT TT A 
uLU A 


57154. 973 


-11. 329 




ATOM 


805 


HA 
ilA 


TT A 
uLU A 


57156. 053 


-9. 129 


20 


ATOM 


806 


HID 


CT TI A 
uLU A 


57157. 356 


-11. 370 




ATOM 


807 






57158. 258 


-10. 083 




ATOM 


808 


1HG 


GLU A 


57157. 059 


-8. 435 




ATOM 


809 


2HG 


GLU A 


57156. 240 


-9. 760 




ATOM 


810 


N 


CYS A 


58156. 180 


-10. 298 


25 


ATOM 


811 


CA 


CYS A 


P"OHP*/» itO,/\ 

58156. 480 


-10. 869 




ATOM 


812 


C 


CYS A 


58157. 720 


-10. 220 




ATOM 


813 


0 


CYS A 


58157. 783 


-9. 000 




ATOM 


814 


CB 


CYS A 


58155. 287 


-10. 694 




ATOM 


815 


SG 


CYS A 


58155. 023 


-12. 087 



PCT7JP2003/010288 

5. 287 1. 00 0. 00 C 

5. 915 1. 00 0. 00 C 

5. 716 1. 00 0. 00 0 

6. 606 1. 00 0. 00 0 
5. 530 1. 00 0. 00 H 

7. 112 1. 00 0. 00 H 

4. 314 1. 00 0. 00 H 

5. 172 1. 00 0. 00 H 

6. 003 1. 00 0. 00 N 

5. 472 1. 00 0. 00 C 
4. 174 1. 00 0. 00 C 

4. 192 1. 00 0. 00 0 

6. 501 1. 00 0. 00 C 

7. 732 1. 00 0. 00 C 

8. 697 1. 00 0. 00 C 

9. 903 1. 00 0. 00 0 
8. 250 1. 00 0. 00 0 
6. 762 1. 00 0. 00 H 

5. 270 1. 00 0. 00 H 

6. 820 1. 00 0. 00 H 

6. 034 1. 00 0. 00 H 

7. 417 1. 00 0. 00 H 

8. 242 1. 00 0. 00 H 
3. 050 1. 00 0. 00 N 
1. 743 1. 00 0. 00 C 
1. 137 1. 00 0. 00 C 
0. 984 1. 00 0. 00 0 
0. 801 1.00 0.00 C 

-0. 321 1. 00 0. 00 S 



WO 2004/016781 ^ 

W 906 





A T AM 

ATOM 


01 c 

816 


H 


LYo A 


DO 100. 0 ( Z 


-y. 4oz 




A TAXf 

ATOM 


817 


HA 


PVO A 

CYS A 


OolOO. 009 - 


1 1. \)60 




A TAW 

ATOM 


O 1 o 

818 


IHB 


CYS A 


C 0 1 C A 0 ft A 

5olo4. o9U - 


11). o f Z 




ATOM 


819 , 




CYS A 


CO 1 cc >ion 

oolbo. 4o9 


A O 1 1 

-9. oil 


5 


ATOM 


O O A 

820 


HG 


CYS A 


rnirr COO 

oolbb. 008 - 


-11. y99 




ATOM 


821 


XT 

N 


ATA A 

ALA A 


591bo. 705 - 


11 n a q 
-11. U4o 




ATOM 


n A A 

822 


A A 

CA 


ATA A 

ALA A 


rAI PA A A O 

59159. 943 - 


in CCO 

-10. bbU 




ATOM 


r> A A 

823 


C 


ATA A 

ALA A 


59159. 673 


n 017 
^9. 817 




ATOM 


824 


0 


ATA A 

ALA A 


59159. 065 - 


in odd 

-10. obo 


10 


ATOM 


825 


CB 


ATA A 

ALA A 


1"" A 1 A A Aivl 

59160. 914 - 


11 AAA 

-ll. 699 




ATOM 


826 


H 


A T A A 

ALA A 


f A 1 F A P A A 

59158. 596 ■ 


i a n a n 

-12. 007 




ATOM 


827 


HA 


ALA A 


r~ A 1 A A O A A 

59160. 394 


A O A A 

-9. 862 




ATOM 


828 


IHB 


ALA A 


r~ A 1 A 1 o A A 

59 16 1. 882 • 


11 one 

-ll. 305 




ATOM 


829 


2HB 


ALA A 


r~ A 1 A A r /( 1 

59160. 547 


tn A A O 

-12. 328 


15 


ATOM 


830 


3HB 


ALA A 


r a < n < AAA 

59 16 1. 000 


1 A OO 1 

-12. 281 




ATOM 


831 


N 


GLY A 


n A 1 r» A 1 A 1 

60160. I3l 


-8. 57 1 




ATOM 


832 


CA 


GLY A 


A A 1 n A AAA 

60159. 930 


rt noo 

-7. 782 




ATOM 


833 


C 


/"»T IT A 

GLY A 


A A 1 H A jlflO 

60159. 482 


A AAA 

-6. 366 




ATOM 


834 


0 


GLY A 


60159. 770 


-5. 441 


20 


ATOM 


835 


H 


/"IT T7 A 

GLY A 


A A 1 A A A 1 A 

60160. 610 


-8. 184 




ATOM 


836 


1 TT A 

1HA 


m \t a 

GLY A 


A A 1 A A OCT 

60160. 857 


n n A A 

-7. 744 




ATOM 


837 


2HA 


GLY A 


A A 1 C A 1TA 

60159. 179 


o o c o, 

-8. 262 




ATOM 


838 


XT 

N 


CYS A 


61158. 776 


-6. 197 




ATOM 


839 


A A 

CA 


nvn a 

CYS A 


Ciiro OOT 

61158. 287 


/I O O A 

-4. oo4 


25 


ATOM 


840 


c 


CYS A 


oll59. 295 


-4. loZ 




ATOM 


841 


0 


CYS A 


61160. 328 


-4. 750 




ATOM 


842 


CB 


CYS A 


61156. 944 


-5. 014 




ATOM 


843 


SG 


CYS A 


61155.715 


-5. 985 




ATOM 


844 


H 


CYS A 


61158. 578 


-6. 973 



PCT/JP2003/010288 

3. 102 1. 00 0. 00 H 

1. 877 1. 00 0. 00 H 

1. 388 1. 00 0. 00 H 

0. 199 1. 00 0. 00 H 

■1. 053 1. 00 0. 00 H 

0. 793 1. 00 0. 00 N 

0. 204 1. 00 0. 00 C 

-1. 106 1. 00 0. 00 C 

-2. 023 1. 00 0. 00 0 

-0. 023 1. 00 0. 00 C 

0. 939 1. 00 0. 00 H 

0. 904 1. 00 0. 00 H 

-0.291 1.00 0. 00 H 

-0.821 1.00 0. 00 H 

0. 882 1. 00 0. 00 H 

-1.185 1.00 0. 00 N 

-2. 386 1. 00 0. 00 C 

-2. 081 1. 00 0. 00 C 

-2. 841 1. 00 0. 00 0 

-0. 422 1. 00 0. 00 H 

-2. 938 1. 00 0. 00 H 

-2. 997 1. 00 0. 00 H 

-0. 969 1. 00 0. 00 N 

-0. 566 1. 00 0. 00 C 

0. 338 1. 00 0. 00 C 

0. 692 1. 00 0. 00 0 

0. 154 1. 00 0. 00 C 

-0. 749 1. 00 0. 00 S 
-0. 405 1. 00 0. 00 H 



WO 2004/016781 

W 907 





ATOM 


845 


HA CYS A 


ollbo. lbl 


a o no 
-4. Z9Z 




ATOM 


846 IHB CYS A 


61157. 1U1 


c /i no 
-b. 49Z 




ATOM 


847 2HB CYS A 


a i 1 r c COO 

6 1 loo. boo 


a no o 
-4. UZ8 




ATOM 


o*±o 


iiu \j l o a 


61156. 157 


C* A A a 

-6. 409 


5 


ATOM 




N TUP A 
IN InK A 


62158. 989 


-2. 942 




ATOM 


oOl) 


P A TUP A 
LA lllfv A 


/in i rn ocn 

62159. 869 


O ICO 

~2. 162 




ATOM 


Q C 1 


P TUP A 

\j InK A 


An i r a on /I 

62159. 294 


-2. 056 




ATOM 


OOZ 


n TUP A 
U InK A 


62158. 319 


O *7 O O 

-2. 728 




ATOM 


ODO 


pD Tup A 
Ld InK A 


n n * f» n ADO 

62160. 082 


-0. 764 


10 


ATOM 


OCA 


fif t TITD A 

Uul InK A 


62158. 912 


/> AftA 

0. 020 




ATOM 


obo 


Pro TITD A 

LbZ InK A 


Aft i A A ilPO 

62160. 453 


-0. 778 




ATOM 


obo 


II TUD A 

ri InK A 


62158. 152 


-2. 542 




ATOM 


00 ( 


II A TUD A 

HA InK A 


62160. 820 


-2. 67 1 




ATOM 


obo 


U15 TUP A 

no InK A 


62160. 883 


/\ AAA 

-0. 280 


15 


ATOM 


oby 


UP 1 TUP A 

xiul InK A 


62158. 171 


-0. 43 1 




ATOM 


o e n 
Soil 


1UP0 TUP A 

lntrZ InK A 


62161. 140 


-l. 591 




ATOM 


001 


OTIPO TUP A 

ZnbZ InK A 


St A 4 ft ft Ann 

62160. 923 


0. 157 




ATOM 


Q AO 
OOZ 


QUP9 TUP A 
OlluZ InK A 


62159. 563 


-0. 914 




ATOM 


ODO 


KT A CD A 

IN Aor A 


/"» rt -4 t~ /\ AAA 

63159. 903 


i O A r* 

-l. 205 


20 


ATOM 


o04 


PA A<JP A 
V/A Aoi A 


63159. 452 


■f A 1 A 

-l. 010 




ATOM 


500 


L Aor A 


63158. 724 


0. 321 




ATOM 


oOO 


0 A^P A 
U Aor A 


63158. 778 


A ADC* 

0. 956 




ATOM 


867 


CB ASP A 


63160. 640 


-1. 066 




ATOM 


868 


CG ASP A 


63161. 735 


A A07 

-0. 087 


25 


ATOM 


869 


0D1 ASP A 


a n 4 a n a ■« a 

63162. 819 


-0. 542 




ATOM 


870 


0D2 ASP A 


63161. 507 


1. 135 




ATOM 


871 


H ASP A 


63160. 675 


-0. 697 




ATOM 


872 


HA ASP A 


63158. 767 


-1.810 




ATOM 


873 


IHB ASP A 


63160. 299 


-0. 830 



PCT/JP2003/010288 

1. 460 1. 00 0. 00 H 

1. 109 1. 00 0. 00 H 

0. 313 1.00 0. 00 H 

1. 489 1. 00 0. 00 H 

0. 708 1. 00 0. 00 N 

1. 571 1. 00 0. 00 C 

2. 979 1. 00 0. 00 C 

3. 315 1. 00 0. 00 0 

0. 987 1. 00 0. 00 C 

1. 126 1. 00 0. 00 0 
-0. 480 1. 00 0. 00 C 

0. 392 1. 00 0. 00 H 

1. 620 1. 00 0. 00 H 
1. 527 1. 00 0. 00 H 
0.713 1.00 0. 00 H 

-0. 670 L 00 0. 00 H 

-0. 741 1. 00 0. 00 H 

-1. 076 1. 00 0. 00 H 

3. 799 1. 00 0. 00 N 

5. 172 1. 00 0. 00 C 

5. 321 1. 00 0. 00 C 

6. 375 1. 00 0. 00 0 

6. 134 1. 00 0. 00 C 
5. 758 1. 00 0. 00 C 
5. 339 1. 00 0. 00 0 
5. 882 1. 00 0. 00 0 
3. 472 1. 00 0. 00 H 
5.412 1.00 0.00 H 

7. 131 1. 00 0. 00 H 



WO 2004/016781 fc., 

W 908 





ATOM 


874 , 


2HB 


ASP A 


CO 1 £t 1 flCC 

oolbl. Ubb 


-L Ubo 




ATOM 


nnr 

875 


XT 

N 


GLY A 


641do. U4Z 


ft 70A 

U. (39 




ATOM 


876 


CA 


GLY A 


64157. 313 


1 n ft o 

1. 99o 




ATOM 


a (7 ry 

877 


C 


r»T XT A 

GLY A 


64157. 989 


3. 080 


5 


ATOM 


878 


0 


GLY A 


64157. 932 


4. 257 




ATOM 


879 


H 


GLY A 


n j t rn nor 

64158. 035 


A 1 A 1 

0. 191 




ATOM 


880 


1HA 


GLY A 


64156. 320 


1 o n a 

l. 829 




ATOM 


881 


2HA 


GLY A 


64157. 232 


2. 323 




ATOM 


882 


N 


THR A 


65158. 632 


n a a 

2. 684 


10 


ATOM 


883 


CA 


THR A 


65159. 323 


O A O O 

3. 632 




ATOM 


884 


C 


THR A 


65158. 901 


O A A A 

3. 449 




ATOM 


885 


0 


THR A 


65158. 941 


2. 340 




ATOM 


886 


CB 


THR A 


/i •» a a AAA 

65160. 838 


r» inn 

3. 462 




ATOM 


887 


0G1 


THR A 


65 16 1. 238 


2. 179 


15 


ATOM 


888 


CG2 THR A 


65161. 341 


3. 629 




ATOM 


889 


H 


THR A 


65158. 642 


1. 731 




ATOM 


890 


HA 


THR A 


65159. 054 


4. 628 




ATOM 


891 


HB 


THR A 


65161. 327 


4. 204 




ATOM 


892 


HG1 


THR A 


/» ^ * A A AAA 

65160. 989 


fl AAA 

2. 069 


20 


ATOM 


893 


1HG2 


THR A 


65162. 251 


4. 2ll 




ATOM 


894 


2HG2 


THR A 


A ^ "1 A -| f~ O A 

65161. 536 


2. 659 




ATOM 


895 


3HG2 


THR A 


a r* h A A ^ A A 

65160. 594 


A 1 in 

4. 140 




ATOM 


O A A 

896 


N 


PHE A 


66158. 496 


4. 543 




ATOM 


a n n 

897 


CA 


PHE A 


p rt 1 rn a a a 

66158. 066 


A C A vl 

4. 504 


25 


ATOM 


898 


C 


PHE A 


n a i p a a i- a 

66159. 056 


5. 241 




ATOM 


899 


0 


PHE A 


66159. 184 


6. 463 




ATOM 


900 


CB 


PHE A 


66156. 674 


5. 121 




ATOM 


901 


CG 


PHE A 


66156. 062 


4. 914 




ATOM 


902 


CD1 PHE A 


66155. 962 


3. 642 



A^^ PCT/JP2003/010288 

6. 126 1. 00 0. 00 H 

4. 259 1. 00 0. 00 N 

4. 292 1. 00 0. 00 C 

3. 479 1. 00 0. 00 C 

3. 834 1. 00 0. 00 0 

3. 446 1. 00 0. 00 H 

3. 899 1. 00 0. 00 H 

5.317 1.00 0. 00. H 

2. 386 1. 00 0. 00 N 
1. 520 1. 00 0. 00 C 

0. 066 1. 00 0. 00 C 
-0. 468 1. 00 0. 00 0 

1. 649 1. 00 0. 00 C 

1. 200 1. 00 0. 00 0 

3. 066 1. 00 0. 00 C 

2. 156 1. 00 0. 00 H 
1. 838 1. 00 0. 00 H 
1. 034 1. 00 0. 00 H 
0. 279 1. 00 0. 00 H 

3. 058 1. 00 0. 00 H 
3. 496 1. 00 0. 00 H 
3. 656 1. 00 0. 00 H 

-0. 570 1. 00 0. 00 N 

-1. 963 1. 00 0. 00 C 

-2. 859 1. 00 0. 00 C 

-2. 785 1. 00 0. 00 0 

-2. 107 1. 00 0. 00 C 

-3. 462 1. 00 0. 00 C 

-4. 005 1. 00 0. 00 C 



WO 2004/016781 



909 





ATOM 


903 


CD 2 PHE A 


66155. 588 


5. 989 




ATOM 


904 


CE1 


PHE A 


66155. 399 


3. 448 




ATOM 


905 


CE2 PHE A 


66155. 025 


5. 802 




ATOM 


906 


cz 


rnh A 


66154. 931 


4. 530 


5 


ATOM 


907 


H 


TiTJT? A 

rnb A 


66158. 487 


5. 398 




ATOM 


908 


HA 


PHE A 


66158. 025 


3. 469 




ATOM 


909 


1HB 


PHE A 


66156. 015 


4. 679 




ATOM 


910 


2HB 


PHE A 


66156. 739 


6. 185 




ATOM 


911 


HD1 


PHE A 


66156. 328 


2. 796 


10 


ATOM 


912 


HD2 


PHE A 


66155. 662 


6. 985 




ATOM 


913 


HE1 


PHE A 


66155. 328 


2. 452 




ATOM 


914 


HE2 PHE A 


66154. 659 


6. 649 




ATOM 


915 


HZ 


PHE A 


66154. 491 


4. 381 




ATOM 


916 


N. 


ARG A 


67159. 755 


4. 490 


15 


ATOM 


917 


CA 


ARG A 


67160. 734 


5. 073 




ATOM 


918 


C 


ARG A 


67161. 838 


5. 788 




ATOM 


919 


0 


ARG A 


67162. 346 


6. 820 




ATOM 


920 


CB 


ARG A 


67160. 052 


6. 049 




ATOM 


921 


CG 


ARG A 


67158. 792 


5. 490 


20 


ATOM 


922 


CD 


ARG A 


67158. 603 


6. 025 




ATOM 


923 


NE 


ARG A 


67159. 699 


5. 635 




ATOM 


924 


CZ 


ARG A 


67159. 811 


4. 430 




ATOM 


925 


NH1 


ARG A 


67158. 898 


3. 496 




ATOM 


926 


NH2 ARG A 


67160. 839 


4. 160 


25 


ATOM 


927 


H 


ARG A 


67159. 609 


3. 521 




ATOM 


928 


HA 


ARG A 


67161. 175 


4. 269 




ATOM 


929 


1HB 


ARG A 


67159. 786 


6. 944 




ATOM 


930 


2HB 


ARG A 


67160. 746 


6. 309 




ATOM 


931 


1HG 


ARG A 


67158. 868 


4.414 



PCT/JP2003/0 10288 

4. 195 1. 00 0. 00 C 

5. 252 1. 00 0. 00 C 
•5. 443 1. 00 0. 00 C 
■5. 972 1. 00 0. 00 C 
-0. 090 1. 00 0. 00 H 
-2. 268 1. 00 0. 00 H 
-1. 374 1. 00 0. 00 H 
-1. 929 1.00 0. 00 H 
-3. 442 1. 00 0. 00 H 
-3. 783 1. 00 0. 00 H 
-5. 663 1. 00 0. 00 H 
-6. 004 1. 00 0. 00 H 
-6. 948 1. 00 0. 00 H 
-3. 704 1. 00 0. 00 N 
-4. 613 1. 00 0. 00 C 
-3. 841 1. 00 0. 00 C 
-4. 278 1. 00 0. 00 0 
-5. 573 1. 00 0. 00 C 
-6. 216 1. 00 0. 00 C 
-7. 627 1. 00 0. 00 C 
-8. 512 1. 00 0. 00 N 
-9. 066 1. 00 0. 00 C 
-8. 831 1. 00 0. 00 N 
-9. 859 1. 00 0. 00 N 
-3.715 1.00 0. 00 H 
-5. 185 1. 00 0. 00 H 
-5. 030 1. 00 0. 00 H 
-6. 359 1. 00 0. 00 H 
-6. 257 1. 00 0. 00 H 
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ATOM 932 2HG ARG A 67157.939 5.771 -5.616 1.00 0. 00 H 

ATOM 933 1HD ARG A 67157.677 5.636 -8.024 1.00 0. 00 H 

ATOM 934 2HD ARG A 67158.551 7.103 -7.585 1.00 0. 00 H 

ATOM 935 HE ARG A 67160.387 6.307 -8.702 1.00 0. 00 H 

5 ATOM 936 1HH1 ARG A 67158.121 3.694 -8.234 1.00 0. 00 H 

ATOM 937 2HH1 ARG A 67158.989 2.592 -9.251 1.00 0. 00 H 

ATOM 938 1HH2 ARG A 67161.530 4.860 -10.040 1.00 0. 00 H 

ATOM 939 2HH2 ARG A 67160.924 3.254 -10.275 1.00 0. 00 H 

ATOM 940 N GLY A 68162.203 5.234 -2.690 1.00 0. 00 N 

10 ATOM 941 CA GLY A 68163.242 5.832 -1.875 1.00 0. 00 C 

ATOM 942 C GLY A 68162.747 7.030 -1.090 1.00 0. 00 C 

ATOM 943 0 GLY A 68163.514 7.944 -0.788 1.00 0.00 0 

ATOM 944 H GLY A 68161.762 4.410 -2.391 1.00 0. 00 H 

ATOM 945 1HA GLY A 68163.614 5.091 -1.183 1.00 0. 00 H 

15 ATOM 946 2HA GLY A 68164.052 6.146 -2.518 1.00 0. 00 H 

ATOM 947 N THR A 69161.460 7.025 -0.757 1.00 0. 00 N 

ATOM 948 CA THR A 69160.862 8.120 -0.002 1.00 0. 00 C 

ATOM 949 C THR A 69160.025 7.587 1.157 1. 00 0. 00 C 

ATOM 950 0 THR A 69158.921 7.081 0.958 1.00 0. 00 0 

20 ATOM 951 CB THR A 69159.993 8.984 -0.918 1.00 0. 00 C 

ATOM 952 0G1 THR A 69160.667 9.263 -2.131 1.00 0. 00 0 

ATOM 953 CG2 THR A 69159.599 10.306 -0.297 1.00 0. 00 C 

ATOM 954 H THR A 69160.899 6.268 -1.026 1.00 0. 00 H 

ATOM 955 HA THR A 69161.662 8.725 0.396 1.00 0. 00 H 

25 ATOM 956 HB THR A 69159.086 8.445 -1.150 1.00 0. 00 H 

ATOM 957 HG1 THR A 69160.114 9.005 -2.872 1.00 0. 00 H 

ATOM 958 1HG2 THR A 69160.484 10.901 -0.126 1.00 0. 00 H 

ATOM 959 2HG2 THR A 69159. 099 10. 128 0. 644 1. 00 0. 00 H 

ATOM 960 3HG2 THR A 69158.934 10.834 -0.963 1.00 0. 00 H 
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2. 368 1. 00 0. 00 N 

3. 560 1. 00 0. 00 C 
3. 793 1. 00 0. 00 C 

3. 826 1. 00 0. 00 0 

4. 785 1. 00 0. 00 C 

6. 050 1. 00 0. 00 C 

7. 289 1. 00 0. 00 C 

7. 750 1. 00 0. 00 N 

8. 716 1. 00 0. 00 C 

9. 325 1. 00 0. 00 N 

9. 075 1. 00 0. 00 N 

2. 464 1. 00 0. 00 H 

3. 405 1. 00 0. 00 H 

4. 582 1. 00 0. 00 H 

4. 964 1. 00 0. 00 H 

5. 989 1. 00 0. 00 H 

6. 128 1. 00 0. 00 H 

7. 057 1. 00 0. 00 H 

8. 077 1. 00 0. 00 H 

7. 318 1. 00 0. 00 H 

9. 060 1. 00 0. 00 H 

10. 050 1. 00 0. 00 H 

8. 620 1. 00 0. 00 H 

9. 800 1. 00 0. 00 H 

3. 952 1. 00 0. 00 N 

4. 180 1. 00 0. 00 C 

5. 590 1. 00 0. 00 C 

6. 270 1. 00 0. 00 0 
3. 151 1.00 0.00 C 
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1. 820 1. 00 0. 00 C 

1. 756 1. 00 0. 00 C 
0. 628 1. 00 0. 00 C 
0. 542 1. 00 0. 00 C 
0. 592 1. 00 0. 00 C 
0. 628 1. 00 0. 00 C 
•1. 840 1. 00 0. 00 0 

3. 915 1. 00 0. 00 H 

4. 068 1. 00 0. 00 H 

2. 975 1. 00 0. 00 H 

3. 541 1. 00 0. 00 H 
2. 675 1.00 0. 00 H 
0. 660 1. 00 0. 00 H 
0. 513 1. 00 0. 00 H 
-1. 507 1. 00 0. 00 H 
-2. 273 1. 00 0. 00 H 

6. 025 1. 00 0. 00 N 

7. 354 1.00 0. 00 C 
7. 991 1. 00 0. 00 C 
7. 399 1. 00 0. 00 0 
7. 277 1. 00 0. 00 C 
6. 279 1. 00 0. 00 C 

4. 953 1. 00 0. 00 C 

6. 668 1.00 0. 00 C 
4. 031 1. 00 0. 00 C 
5.752 1.00 0. 00 C 

4. 432 1. 00 0. 00 C 

5. 436 1. 00 0. 00- H 

7. 965 1. 00 0. 00 H 
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8. 247 1. 00 0. 00 H 
7. 000 1. 00 0. 00 H 
4. 638 1. 00 0. 00 H 
7. 700 1. 00 0. 00 H 
3. 000 1. 00 0. 00 H 
6. 067 1. 00 0. 00 H 
3. 714 1. 00 0. 00 H 

9. 200 1. 00 0. 00 N 

9. 918 1. 00 0. 00 C 

10. 092 1. 00 0. 00 C 

10. 857 1. 00 0. 00 0 

11. 286 1. 00 0. 00 C 
11. 261 1.00 0. 00 0 

11. 754 1. 00 0. 00 C 
9. 621 1. 00 0. 00 H 

9. 336 1. 00 0. 00 H 

12. 018 1. 00 0. 00 H 
12.157 1.00 0. 00 H 
12. 534 1. 00 0. 00 H 
12. 137 1. 00 0. 00 H 

10. 924 1. 00 0. 00 H 

9. 377 1. 00 0. 00 N 
9.452 1.00 0.00 C 
9. 444 1. 00 0. 00 C 
9. 240 1. 00 0. 00 0 
8. 284 1. 00 0. 00 C 
8. 608 1. 00 0. 00 S 
8. 785 1. 00 0. 00 H 

10. 379 1. 00 0. 00 H 
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7. 423 1. 00 0. 00 H 

8. 052 1. 00 0. 00 H 
8.708 LOO 0. 00 H 

9. 665 1. 00 0. 00 N 

9. 683 1. 00 0. 00 C 
8.325 1.00 0.00 C 

7. 400 1. 00 0. 00 0 
10.088 1.00 0.00 C 

9. 820 1. 00 0. 00 H 
10.424 1. 00 0. 00 H 

10. 747 1. 00 0. 00 H 

10. 599 1. 00 0. 00 H 
9. 206 1. 00 0. 00 H 

8. 214 1. 00 0. 00 N 
6. 970 1. 00 0. 00 C 
6. 071 1. 00 0. 00 C 

6. 538 1. 00 0. 00 0 
7.262 1.00 0.00 C 

7. 985 1. 00 0. 00 C 

8. 731 1. 00 0. 00 C 
6. 999 1. 00 0. 00 C 

8. 988 1. 00 0. 00 H 

6. 460 1. 00 0. 00 H 

7. 869 1. 00 0. 00 H 
6. 325 1. 00 0. 00 H 
8.711 1.00 0. 00 H 
8.216 1.00 0. 00 H 

9. 735 1. 00 0. 00 H 
8.771 1.00 0. 00 H 
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ATOM 1077 1HD2 LEU A 76164.105 -3.950 6.697 1.00 0. 00 H 

ATOM 1078 2HD2 LEU A 76163.287 -2.591 7.468 1.00 0. 00 H 

ATOM 1079 3HD2 LEU A 76162.513 -3.442 6.131 1.00 0. 00 H 

ATOM 1080 N LYS A 77159.317 -5.468 4.778 1.00 0. 00 N 

5 ATOM 1081 CA LYS A 77158.590 -6.284 3.812 1.00 0. 00 C 

ATOM 1082 C LYS A 77157.095 -6.288 4.118 1.00 0. 00 C 

ATOM 1083 0 LYS A 77156.429 -7.316 4.000 1.00 0.00 0 

ATOM 1084 CB LYS A 77159.128 -7.715 3.813 1.00 0. 00 C 

ATOM 1085 CG LYS A 77160.634 -7.800 3.630 1.00 0. 00 C 

10 ATOM 1086 CD LYS A 77161.057 -7.310 2.255 1.00 0. 00 C 

ATOM 1087 CE LYS A 77162.356 -6.523 2.319 1.00 0. 00 C . 

ATOM 1088 NZ LYS A 77163.544 -7.416 2.398 1.00 0. 00 N 

ATOM 1089 H LYS A 77159.800 -4.674 4.465 1.00 0. 00 H 

ATOM 1090 HA LYS A 77158.743 -5.853 2.833 1.00 0. 00 H 

15 ATOM 1091 1HB LYS A 77158.874 -8.183 4.753 1.00 0. 00 H 

ATOM 1092 2HB LYS A 77158.658 -8.266 3.010 1.00 0. 00 H 

ATOM 1093 1HG LYS A 77161.113 -7.190 4.381 1.00 0. 00 H 

ATOM 1094 2HG LYS A 77160.943 -8.829 3.747 1.00 0. 00 H 
ATOM 1095 1HD LYS A 77161.197 -8.162 1.607 1.00 0. 00 H 
20 ATOM 1096 2HD LYS A 77160. 280 -6. 675 1. 855 1. 00 0. 00 H 
ATOM 1097 1HE LYS A 77162.435 -5.912 1.433 1.00 0. 00 H 
ATOM 1098 2HE LYS A 77162.333 -5.888 3.192 1.00 0. 00 H 
ATOM 1099 1HZ LYS A 77163.466 -8.042 3.225 1. 00 0. 00 H 
ATOM 1100 2HZ LYS A 77164.412 -6.850 2.488 1.00 0. 00 H 
25 ATOM 1101 3HZ LYS A 77163.610 -7.999 1.540 1.00 0. 00 H 
ATOM 1102 N LYS A 78156.575 -5.129 4.511 1.00 0. 00 N 
ATOM 1103 CA LYS A 78155.158 -4.999 4.835 1.00 0. 00 C 
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6. 335 1. 00 0. 00 C 

6. 856 1. 00 0. 00 C 

8. 295 1. 00 0. 00 C 

8. 376 1. 00 0. 00 C 

9. 357 1. 00 0. 00 N 
4. 585 1. 00 0. 00 H 
4. 293 1. 00 0. 00 H 
6. 871 1.00 0. 00 H 
6. 538 1. 00 0. 00 H 
6. 238 1. 00 0. 00 H 

6. 806 1, 00 0. 00 H 
8. 845 1. 00 0. 00 H 
8. 734 1. 00 0. 00 H 

7. 401 1. 00 0. 00 H 

8. 676 1. 00 0. 00 H 

9. 519 1. 00 0. 00 H 
8. 995 1. 00 0. 00 H 

10. 262 1. 00 0. 00 H 
3. 259 1. 00 0. 00 N 

2. 739 1. 00 0. 00 C 

1. 224 1. 00 0. 00 C 
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0. 784 1. 00 0. 00 N 
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0. 642 1. 00 0. 00 C 

1. 085 1. 00 0. 00 C 
0. 757 1. 00 0. 00 0 

0. 960 1. 00 0. 00 C 

2. 423 1. 00 0. 00 C 

3. 318 1. 00 0. 00 C 
2. 589 1. 00 0. 00 C 

1. 431 1. 00 0. 00 H 

1. 180 1. 00 0. 00 H 
0. 692 1. 00 0. 00 H 

0. 350 1. 00 0. 00 H 

2. 729 1. 00 0. 00 H 

4. 336 1. 00 0. 00 H 

3. 270 1. 00 0. 00 H 
2. 982 1. 00 0. 00 H 

2. 496 1. 00 0. 00 H 

1. 824 1. 00 0. 00 H 

3. 562 1. 00 0. 00 H 

1. 833 1. 00 0. 00 N 

2. 321 1. 00 0. 00 C 

3. 609 1. 00 0. 00 C 

4. 492 1. 00 0. 00 0 
2. 561 1. 00 0. 00 C 
1. 304 1. 00 0. 00 C 
0. 913 1. 00 0. 00 C 
0. 514 1.00 0.00 C 
0. 243 1. 00 0. 00 C 

0. 643 1. 00 0. 00 C 

1. 022 1. 00 0. 00 C 
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2. 062 1. 00 0. 00 H 
1. 565 1. 00 0. 00 H 

3. 222 1. 00 0. 00 H 
3. 024 1. 00 0. 00 H 
1. 522 1. 00 0. 00 H 
0. 810 1. 00 0. 00 H 

0. 537 1. 00 0. 00 H 

1. 250 1. 00 0. 00 H 
1. 926 1. 00 0. 00 H 
3. 708 1. 00 0. 00 N 
■4. 888 1. 00 0. 00 C 
•5. 036 1. 00 0. 00 C 
•4. 112 1. 00 0. 00 0 
-4. 830 1. 00 0. 00 C 
•4. 972 1. 00 0. 00 C 
-3. 537 1. 00 0. 00 C 
-2. 971 1. 00 0. 00 H 
-5. 754 1. 00 0. 00 H 
-5. 657 1. 00 0. 00 H 
-5. 845 1. 00 0. 00 H 
-5. 080 1. 00 0. 00 H 
-4. 093 1. 00 0. 00 H 
-2.761 1.00 0. 00 H 
-3. 242 1. 00 0. 00 H 
-3. 690 1. 00 0. 00 H 
-6. 205 1. 00 0. 00 N 
-6. 476 1. 00 0. 00 C 
-5. 576 1. 00 0. 00 C 
-5. 563 1. 00 0. 00 0 
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1222 2HB LEU A 84144. 087 6. 720 -3. 895 1. 00 0. DO H 

1223 HG LEU A 84141.982 5.748 -2.796 1. 00 0. 00 H 

1224 1HD1 LEU A 84143. 855 5. 627 -0. 437 1. 00 0. 00 H 

1225 2HD1 LEU A 84143.154 4.235 -1.261 1. 00 0. 00 H 

1226 3HD1 LEU A 84142.111 5.368 -0.403 1. 00 0. 00 H 

1227 1HD2 LEU A 84142.328 8.096 -2.815 1.00 0. 00 H 

1228 2HD2 LEU A 84143. 585 7. 988 -1. 582 1. 00 0. 00 H 

1229 3HD2 LEU A 84141. 906 7. 657 -1. 159 1. 00 0. 00 H 

1230 N LYS A 85142.820 4.791 -5.936 1. 00 0. 00 N 

1231 CA LYS A 85141.638 4.625 -6.773 1.00 0. 00 C 
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1234 CB LYS A 85141.824 5.353 -8.106 1.00 0. 00 C 
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1250 2HZ LYS A 85144.347 4.968 -12.823 1.00 0. 00 H 
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ATOM 1374 HD1 PHE A 93141.132 -7.318 13.200 1.00 0. 00 H 

ATOM 1375 HD2 PHE A 93140.516 -7.276 8.990 1.00 0. 00 H 

10 ATOM 1376 HE 1 PHE A 93143.066 -8.811 12.906 1.00 0. 00 H 

ATOM 1377 HE2 PHE A 93142.449 -8.769 8.688 1.00 0. 00 H 

ATOM 1378 HZ PHE A 93143. 726 -9. 538 10. 648 1. 00 0. 00 H 

ATOM 1379 N ALA A 94135.955 -6.018 10.469 1.00 0. 00 N 

ATOM 1380 CA ALA A 94134. 778 -5.215 10.774 1.00 0. 00 C 

15 ATOM 1381 C ALA A 94133.672 -6.072 11.385 1.00 0. 00 C 

ATOM 1382 0 ALA A 94133. 228 -7. 050 10. 784 1. 00 0. 00 0 

ATOM 1383 CB ALA A 94134.277 -4.516 9.517 1.00 0. 00 C 

ATOM 1384 H ALA A 94135. 955 -6. 583 9. 668 1. 00 0. 00 H 

ATOM 1385 HA ALA A 94135.066 -4.457 11. 487 1.00 0. 00 H 

20 ATOM 1386 1HB ALA A 94134.221 -3.453 9.696 1.00 0. 00 H 

ATOM 1387 2HB ALA A 94133. 296 -4. 890 9. 260 1. 00 0. 00 H 

ATOM 1388 3HB ALA A 94134.960 -4.710 8.702 1.00 0. 00 H 

ATOM 1389 N SERA 95133.233 -5.697 12.581 1.00 0. 00 N 

ATOM 1390 CA SERA 95132.179 -6.430 13.272 1.00 0. 00 C 

25 ATOM 1391 C SERA 95130.821 -5.774 13.045 1.00 0. 00 C 

ATOM 1392 0 SERA 95130.572 -4.661 13.509 1.00 0.00 0 

ATOM 1393 CB SERA 95132.478 -6. 505 14. 770 1. 00 0. 00 C 

ATOM 1394 OG SERA 95133.847 -6.787 15.003 1.00 0.00 0 

ATOM 1395 H SERA 95133.626 -4.908 13.010 1.00 0. 00 H 
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12. 869 1. 00 0. 00 H 

15. 232 1. 00 0. 00 H 

15. 216 1. 00 0. 00 H 

14. 563 1. 00 0. 00 H 

12. 329 1. 00 0. 00 N 

12. 040 1. 00 0. 00 C 

12. 586 1. 00 0. 00 C 

13. 167 1. 00 0. 00 0 
10. 532 1. 00 0. 00 C 

9. 983 1. 00 0. 00 C 
8. 573 1. 00 0. 00 C 

10. 003 1. 00 0. 00 C 

11. 986 1. 00 '0. 00 H 

12. 523 1. 00 0. 00 H 

10. 027 1. 00 0. 00 H 
10. 300 1. 00 0. 00 H 
10. 609 1. 00 0. 00 H 

8. 112 1. 00 0. 00 H 

7. 991 1. 00 0. 00 H 

8. 615 1. 00 0. 00 H 
10. 962 1. 00 0. 00 H 

9. 840 1. 00 0. 00 H 
9. 223 1. 00 0. 00 H 

12. 396 1. 00 0. 00 N 

12. 869 1. 00 0. 00 C 

12. 518 1. 00 0. 00 C 

13. 405 1. 00 0. 00 0 

12. 267 1. 00 0. 00 C 

13. 303 1. 00 0. 00 C 
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12. 856 1. 00 0. 00 C 

12. 332 1. 00 0.00 0 
13.061 1. 00 0.00 N 
11.927 1. 00 0.00 H 

13. 943 1. 00 0. 00 H 
11. 572 1. 00 0. 00 H 

11. 734 1. 00 0. 00 H 

13. 485 1. 00 0. 00 H 

14. 217 1. 00 0. 00 H 
13. 484 1. 00 0. 00 H 

12. 782 1. 00 0. 00 H 
11. 216 1. 00 0. 00 N 

10. 755 1. 00 0. 00 C 

11. 021 1. 00 0. 00 C 
10. 978 1. 00 0. 00 0 

9. 252 1. 00 0. 00 C 

8. 894 1. 00 0. 00 C 

10. 092 1. 00 0. 00 C 

11. 208 1. 00 0. 00 H 

8. 731 1. 00 0. 00 H 

9. 050 1. 00 0. 00 H 
8. 689 1. 00 0. 00 H 

8. 034 1. 00 0. 00 H 

10. 216 1. 00 0. 00 H 

9. 990 1. 00 0. 00 H 

11. 297 1. 00 0. 00 N 
11. 570 1. 00 0. 00 C 
11. 195 1. 00 0. 00 C 
11. 190 1. 00 0. 00 0 
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13. 046 1. 00 0. 00 C 

13. 858 1. 00 0. 00 0 

11.317 1.00 O.O0H 

10.969 1.00 0. 00 H 

13. 185 1.00 0.00 H 

13. 354 1. 00 0. 00 H 

14. 778 1. 00 0. 00 H 
10. 882 1. 00 0. 00 N 
10. 510 1. 00 0.00 C 
10. 777 1. 00 0. 00 C 

9. 850 1. 00 0. 00 0 

10. 903 1. 00 0. 00 H 
11.074 1.00 0.00 H 

9. 458 1. 00 0. 00 H 

12. 047 1. 00 0. 00 N 
12.419 1. 00 0.00 C 

11. 599 1. 00 0.00 C 

11. 139 1. 00 0.00 0 
13.893 1.00 0.00 C 
14. 383 1. 00 0. 00 C 

13. 216 1. 00 0. 00 C 

12. 323 1. 00 0. 00 H 
13.973 1.00 0.00 H 

14. 425 1. 00 0. 00 H 

15. 200 1. 00 0. 00 H 
14. 701 1. 00 0. 00 H 

13. 222 1. 00 0. 00 H 
13. 237 1. 00 0. 00 H 
11.418 1.00 0. 00 N 
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ATOM 1483 CA SER A 102138. 787 -20. 154 10.651 1.00 0. 00 C 

ATOM 1484 C SER A 102139. 818 -20. 878 11.512 1.00 0. 00 C 

ATOM 1485 0 SER A 102140. 315 -20. 329 12.495 1.00 0.00 0 

ATOM 1486 CB SER A 102139. 468 -19. 545 9.425 1.00 0. 00 C 

5 ATOM 1487 OG SER A 102138. 523 -19. 241 8.414 1.00 0.00 0 

ATOM 1488 H SER A 102138. 628 -18. 389 11.808 1.00 0. 00 H 

ATOM 1489 HA SER A 102138. 046 -20. 867 10.322 1.00 0. 00 H 

ATOM 1490 1HB SER A 102139. 974 -18. 635 9.712 1.00 0. 00 H 

ATOM 1491 2HB SER A 102140. 187 -20. 247 9.029 1.00 0. 00 H 

10 ATOM 1492 HG SER A 102137. 839 -18. 673 8.775 1.00 0. 00 H 

ATOM 1493 N SER A 103140. 134 -22. 112 11.136 1.00 0. 00 N 

ATOM 1494 CA SER A 103141. 105 -22. 911 11.874 1.00 0. 00 C 

ATOM 1495 C SER A 103141. 842 -23. 868 10.942 1.00 0. 00 C 

ATOM 1496 0 SER A 103142. 183 -24. 986 11.329 1.00 0.00 0 

15 ATOM 1497 CB SER A 103140. 411 -23. 698 12.987 1.00 0. 00 C 

ATOM 1498 OG SER A 103140. 321 -22. 930 14.174 1.00 0.00 0 

ATOM 1499 H SER A 103139. 703 -22. 495 10.344 1.00 0. 00 H 

ATOM 1500 HA SER A 103141. 822 -22. 236 12.316 1.00 0. 00 H 

ATOM 1501 1HB SER A 103139. 413 -23. 963 12.668 1.00 0. 00 H 

20 ATOM 1502 2HB SER A 103140. 973 -24. 596 13.195 1.00 0. 00 H 

ATOM 1503 HG SER A 103140. 572 -23. 472 14.925 1.00 0. 00 H 

ATOM 1504 N GLY A 104142. 085 -23. 422 9.714 1.00 0. 00 N 

ATOM 1505 CA GLY A 104142. 779 -24. 252 8. 748 1. 00 0. 00 C 

ATOM 1506 C GLYA 104142.212 -24.111 7.349 1.00 0. 00 C 

25 ATOM 1507 0 GLY A 104141. 005 -23. 819 7. 224 1. 00 0. 00 0 

ATOM 1508 OXT GLY A 104142. 976 -24. 292 6. 377 1. 00 0. 00 0 

ATOM 1509 H GLY A 104141. 789 -22. 522 9.463 1. 00 0. 00 H 

ATOM 1510 1HA GLY A 104143. 822 -23. 971 8.732 1.00 0. 00 H 

ATOM 1511 2HA GLY A 104142. 700 -25. 285 9.054 I. 00 0. 00 H 
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-9. 408 -2. 078 1. 00 0. 00 N 

-8. 870 -1. 967 1. 00 0. 00 C 

-9. 960 -2. 023 1. 00 0. 00 C 

-9. 869 -1. 362 1. 00 0. 00 0 

10. 215 -1. 433 1. 00 0. 00 H 

-9. 725 -3. 051 1. 00 0.00 H 

-8. 671 -1. 830 1. 00 0. 00 H 

-8. 177 -2. 777 1. 00 0. 00 H 

-8. 342 -1. 029 1. 00 0. 00 H 

10. 995 -2. 815 1. 00 0. 00 N 
12. 107 -2. 955 1. 00 0. 00 C 

11. 777 -3. 965 1. 00 0. 00 C 
•12. 199 -3. 814 1. 00 0. 00 0 
-13. 372 -3. 387 1. 00 0. 00 C 
-13. 747 -2. 424 1. 00 0. 00 0 
•11. 010 -3. 315 1. 00 0. 00 H 
-12. 281 -1. 992 1. 00 0. 00 H 
-13. 191 -4. 327 1. 00 0. 00 H 
-14. 181 -3. 503 1. 00 0. 00 H 
-14. 675 -2. 202 1. 00 0. 00 H 
-11. 020 -4. 995 1. 00 0. 00 N 
-10. 632 -6. 031 1. 00 0. 00 C 

-9. 482 -6. 869 1. 00 0. 00 C 

-9. 699 -7. 915 1. 00 0. 00 0 

-11. 826 -6. 930 1. 00 0. 00 C 
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AT0M26 OG SER A 

AT0M27 H SER A 

AT0M28 HA SER A 

AT0M29 1HB SER A 

5 AT0M30 2HB SER A 

AT0M31 HG SER A 

AT0M32 N GLY A 

AT0M33 CA GLY A 

AT0M34 C GLY A 

10 ATOM35 0 GLY A 

ATOM36 H GLY A 

AT0M37 1HA GLY A 

AT0M38 2HA GLY A 

AT0M39 N SER A 

15 AT0M40 CA SER A 

AT0M41 C SER A 

AT0M42 0 SER A 
AT0M43 CB SER A 
AT0M44 OG SER A 

20 AT0M45 H SER A 
AT0M46 HA SER A 
AT0M47 1HB SER A 
AT0M48 2HB SER A 
AT0M49 HG SER A 

25 AT0M50 N SER A 
AT0M51 CA SER A 
AT0M52 . C SER A 
AT0M53 0 SER A 
AT0M54 CB SER A 
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3128.105 -11.477 -7.922 1.00 0.00 0 

3124.954 -10.714 -5.061 1.00 0. 00 H 

3127.739 -10.306 -5.543 1.00 0. 00 H 

3127.558 -12.628 -6.331 1.00 0. 00 H 

3126.250 -12.161 -7.418 1.00 0. 00 H 

3128.611 -12.255 -8.168 1.00 0. 00 H 

4126. 509 -8. 257 -6. 404 1. 00 0. 00 N 

4126.031 -7.092 -7.123 1.00 0. 00 C 

4126. 690 -5. 809 -6. 654 1. 00 0. 00 C 

4127. 332 -5. 781 -5. 604 1. 00 0. 00 0 
4127. 003 -8. 144 -5. 565 1. 00 0. 00 H 
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6126.055 2. 192 -7. 082 1. 00 0. 00 0 
6124.121 -0.271 -5.895 1.00 0. 00 C 
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6123. 191 0.774 -6. 124 1. 00 0. 00 0 

6126.975 -1.210 -5.927 1.00 0. 00 H 

6125.090 -0.022 -7.786 1.00 0. 00 H 

6123.654 -1.211 -6. 143 1.00 0.00 H 

6124.394 -0.269 -4.850 1.00 0. 00 H 

6122. 418 0.643 -5. 570 1. 00 0. 00 H 

7126. 738 1. 181 -5. 192 1. 00 0. 00 N 

7127. 452 2. 354 -4. 720 1. 00 0. 00 C 
7128.890 2.390 -5. 199 1.00 0.00 C 
7129. 155 2. 279 -6. 396 1. 00 0. 00 0 
7126.733 0.363 -4.652 1.00 0. 00 H 
7126.943 3.238 -5.074 1.00 0. 00 H 
7127. 444 2. 356 -3. 640 1. 00 0. 00 H 
8129.820 2.548 -4.262 1.00 0. 00 N 
8131. 240 2. 602 -4. 592 1. 00 0. 00 C 
8131.555 3.842 -5.423 1.00 0. 00 C 
8132.462 3.829 -6.255 1.00 0.00 0 
8131. 660 1. 343 -5. 354 1. 00 0. 00 C 

8131. 271 0. 023 -4. 684 1. 00 0. 00 C 
8131.002 -1.047 -5.732 1.00 0. 00 C 

8132. 363 -0. 430 -3. 727 1. 00 0. 00 C 

8129. 545 2. 634 -3. 326 1. 00 0. 00 H 
8131.793 2.655 -3.667 1.00 0.00 H 

8131. 208 1. 372 -6. 334 1. 00 0. 00 H 

8132. 734 1. 359 -5. 469 1. 00 0. 00 H 

8130. 364 0. 168 -4. 116 1.00 0. 00 H 
8130.300 -1.767 -5.338 1.00 0. 00 H 
8131.926 -1.546 -5.983 1.00 0. 00 H 
8130.589 -0.588 -6.618 1.00 0. 00 H 
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4. 272 1. 00 0. 00 H 

5. 610 1. 00 0. 00 H 

6. 544 1. 00 0. 00 H 
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2. 224 1. 00 0. 00 C 
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2. 044 1. 00 0. 00 0 
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5. 262 l. 00 0. 00 C 

2. 807 l. 00 0. 00 C 

2. 081 l. 00 0. 00 H 

4. 196 l. 00 0. 00 H 

■3. 699 l. 00 0. 00 H 

•5. 153 l. 00 0. 00 H 

■5. 732 l. 00 0. 00 H 

-5. 875 l. 00 0. 00 H 

-2. 717 l. 00 0. 00 H 

-l. 866 l. 00 0. 00 H 

-3. 067 l. 00 0. 00 H 

-6. 093 l. 00 0. 00 N 

-7. Ill l. 00 0. 00 C 

-7. 678 l. 00 0. 00 C 

-8. 254 l. 00 0. 00 0 
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-8. 973 l. 00 0. 00 C 
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2. 749 1. 00 0. 00 H 

3. 668 1. 00 0. 00 H 

4. 920 1. 00 0. 00 N 
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ATOM 


490 


CA 


ARG A 


37149. 320 


4. 376 


5. 750 


i t\f\ 

1. 00 


A A A A 

0. 00 c 




ATOM 


491 


C 


ARG A 


37149. 586 


5. 803 


5. 282 


1. 00 


A A A A 

0. 00 c 




ATOM 


492 


0 


ARG A 


37149. 349 


6. 762 


6. 015 


1. 00 


A A A A 

0. 00 0 




ATOM 


493 


CB 


ARG A 


37150. 618 


3. 568 


5. 724 


1. 00 


n A A A 

0. 00 C 


5 


ATOM 


494 


CG 


ARG A 


37150. 417 


2. 085 


5. 989 


1. 00 


0. 00 c 




ATOM 


495 


CD 


ARG A 


37149. 715 


1. 846 


7. 317 


1. 00 


0. 00 c 




ATOM 


496 


NE 


ARG A 


37150. 302 


2. 636 


8. 396 


1. 00 


0. 00 N 




ATOM 


497 


CZ 


ARG A 


37149. 687 


2. 887 


9. 550 


1. 00 


0. 00 c 




ATOM 


498 


NH1 


ARG A 


37148. 468 


2. 412 


9. 778 


1. 00 


0. 00 N 


10 


ATOM 


499 


NH2 


ARG A 


37150. 290 


3. 616 


10. 478 


1. 00 


0. 00 N 




ATOM 


500 


H 


ARG A 


37148. 470 


3. 638 . 


3. 958 


1. 00 


0. 00 H 




ATOM 


501 


HA 


ARG A 


.37148. 948 


4. 407 


6. 763 


1. 00 


0. 00 H 




ATOM 


502 


1HB 


ARG A 


37151. 079 


3. 679 


4. 753 


1. 00 


0. 00 H 




ATOM 


503 


2HB 


ARG A 


37151. 288 


3. 958 


6. 476 


1. 00 


0. 00 H 


15 


ATOM 


504 


1HG 


ARG A 


37149. 818 


1. 665 


5. 196 


1. 00 


0. 00 H 




ATOM 


505 


2HG 


ARG A 


37151. 382 


1. 599 


6. 010 


1. 00 


0. 00 H 




ATOM 


506 


1HD 


ARG A 


37148. 674 


2. 115 


7. 212 


1. 00 


0. 00 H 




ATOM 


507 


2HD 


ARG A 


37149. 793 


0. 798 


7. 567 


1. 00 


0. 00 H 




ATOM 


508 


HE 


ARG A 


37151. 201 


2. 999 


8. 255 


1. 00 


0. 00 H 


20 


ATOM 


509 


1HH1 


ARG A 


37148. 007 


1. 862 


9. 082 


1. 00 


0. 00 H 




ATOM 


510 


2HH1 


ARG A 


37148. Oil 


2. 605 


10. 646 


1. 00 


0. 00 H 




ATOM 


511 


1HH2 ARG A 


37151. 209 


3. 977 


10. 312 


1. 00 


0. 00 H 




ATOM 


512 


2HH2 ARG A 


37149. 828 


3. 806 


11. 345 


1. 00 


0. 00 H 




ATOM 


513 


N 


TRP A 


38150. 083 


5. 936 


4. 055 


1. 00 


0. 00 N 


25 


ATOM 


514 


CA 


TRP A 


38150. 382 


7. 248 


3. 491 


1. 00 


0. 00 C 




ATOM 


515 


C 


TRP A 


38149. 644 


7. 456 


2. 172 


1. 00 


0. 00 C 




ATOM 


516 


0 


TRP A 


38149. 633 


6. 579 


1. 308 


1. 00 


0. 00 0 




ATOM 


517 


CB 


TRP A 


38151. 892 


7. 404 


3. 276 


1.00 


0.00 c 




ATOM 


518 


CG 


TRP A 


38152. 262 


8. 620 


2. 479 


1. 00 


0. 00 c 
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ATOM 


519 


CD1 TRP A 


38152. 533 


9. 868 




ATOM 


520 


CD 2 TRP A 


38152. 396 


8. 703 




ATOM 


521 


NE1 TRP A 


38152. 827 


10. 721 




ATOM 


522 


CE2 TRP A 


38152. 751 


10. 030 


5 


ATOM 


523 


CE3 TRP A 


38152. 252 


7. 784 




ATOM 


524 


CZ2 TRP A 


38152. 962 


10. 458 




ATOM 


525 


CZ3 TRP A 


38152. 463 


8. 210 




ATOM 


526 


CH2 TRP A 


38152. 814 


9. 536 




ATOM 


527 


H TRP A 


38150. 253 


5. 134 


10 


ATOM 


528 


HA TRP A 


38150. 049 


7. 995 




ATOM 


529 


1HB TRP A 


38152. 379 


7. 476 




ATOM 


530 


2HB TRP A 


38152. 266 


6. 535 




ATOM 


531 


HD1 TRP A 


38152. 514 


10. 132 




ATOM 


532 


HE1 TRP A 


38153. 056 


11. 670 


15 


ATOM 


533 


HE3 TRP A 


38151. 981 


6. 759 




ATOM 


534 


HZ2 TRP A 


38153. 231 


11. 478 




ATOM 


535 


HZ3 TRP A 


38152. 355 


7. 513 




ATOM 


536 


HH2 TRP A 


38152. 969 


9. 824 




ATOM 


537 


N ILE A 


39149. 036 


8. 627 


20 


ATOM 


538 


CA ILE A 


39148. 303 


8. 964 




ATOM 


539 


C ILE A 


39148. 816 


10. 273 




ATOM 


540 


0 ILE A 


39148. 549 


11. 350 




ATOM 


541 


CB ILE A 


39146. 790 


9. 092 




ATOM 


542 


CGI ILE A 


39146. 274 


7. 856 


25 


ATOM 


543 


CG2 ILE A 


39146. 032 


9. 287 




ATOM 


544 


CD1 ILE A 


39145. 101 


' 8. 145 




ATOM 


545 


H ILE A 


39149. 088 


9. 286 




ATOM 


546 


HA ILE A 


39148. 456 


8. 172 




ATOM 


547 


HB ILE A 


39146. 629 


9. 965 



PCT/JP2003/0 10288 

2. 963 1. 00 0. 00 C 
1.055 LOO 0.00 C 
1.926 1.00 0. 00 N 
0. 745 1. 00 0. 00 C 
0.013 1.00 0.00 C 
-0. 563 1. 00 0. 00 C 
-1. 286 1. 00 0. 00 C 
-1. 565 1.00 0.00 C 

3. 518 1. 00 0. 00 H 

4. 196 1.00 0.00 H 
4. 237 1. 00 0. 00 H 
2. 754 1. 00 0. 00 H 
4. 010 1. 00 0. 00 H 
2. 018 1. 00 0. 00 H 
0. 207 1. 00 0. 00 H 

-0. 795 1. 00 0. 00 H 

-2. 104 1. 00 0. 00 H 

-2. 593 1. 00 0. 00 H 

2. 024 1. 00 0. 00 N 
0. 811 1. 00 0.00 C 
0. 222 1. 00 0. 00 C 

0. 755 1. 00 0. 00 0 

1. 081 1. 00 0. 00 C 

1. 822 1. 00 0.00 C 
-0. 224 1. 00 0. 00 C 

2. 733 1. 00 0. 00 C 
2. 747 1. 00 0. 00 H 

0. 093 1. 00 0. 00 H 

1. 695 1. 00 0. 00 H 





WO 2004/016781 


4 


> 


















949 




AT AM 


548 


1HG1 


ILE A 


39145. 960 


7. 118 




AT AM 

A1UM 


549 2HG1 


ILE A 


39147. 071 


7. 447 




A TAM 


550 


1HG2 


ILE A 


39145. 622 


8. 342 




A TAM 

A1UM 


551 


2HG2 


ILE A 


39146. 707 


9. 664 


5 


AT AM 

A1UM 


552 3HG2 


ILE A 


39145. 231 


9. 995 




A TAUT 

A1UM 


553 


1HD1 


ILE A 


39144. 233 


8. 383 




A TAM 

A1UM 


554 


2HD1 


ILE A 


39145. 340 


8. 981 




A TAW 

A1UM 


555 


3HD1 


ILE A 


39144. 894 


7. 275 




A TAM 

A1UM 


556 


N 


GLY A 


40149. 562 


10. 175 


10 


A TAM 

A1UM 


557 


CA 


GLY A 


40150. 105 


11. 364 




A TAM 

A1UM 


558 


C 


GLY A 


40150. 637 


11. 098 




ATOM 


559 


0 


GLY A 


40150. 426 


10. 024 




AlOM 


560 


H 


GLY A 


40149. 748 


9. 291 




A TAM 

AlOM 


561 


1HA 


GLY A 


40149. 331 


12. 112 


15 


A THM 

AlOM 


562 


2HA 


GLY A 


40150. 908 


11. 743 




A Tnnf 

AlOM 


563 


N 


GLN A 


41151. 328 


12. 086 




A TARiT 

AlOM 


564 


CA 


GLN A 


41151. 895 


11. 967 




AlOM 


565 


C 


GLN A 


41153. 376 


12. 344 




AlOM 


566 


0 


GLN A 


41153. 728 


13. 492 


20 


A THAI 
AlOM 


567 


CB 


GLN A 


41151. 130 


12. 866 




A TfiAl 
AlOM 


568 


CG 


GLN A 


41149. 620 


12. 715 




a Tn»i 
AlOM 


569 


CD 


GLN A 


41148. 895 


14. 042 




AlOM 


570 


0E1 


GLN A 


41148. 894 


14. 842 




AlOM 


571 


NE2 GLN A 


41148. 272 


14. 279 


25 


ATOM 

AlOM 


572 


H 


GLN A 


41151. 459 


12. 918 




A TfHf 

AlOM 


573 


HA 


GLN A 


41151. 792 


10. 941 




ATOM 


574 


1HB 


GLN A 


41151. 379 


13. 894 




ATOM 


575 : 


2HB 


GLN A 


41151. 432 


12. 627 




ATOM 


576 


1HG 


GLN A 


41149. 283 


12. 072 
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1. 101 1. 00 0. 00 H 

2. 425 1. 00 0. 00 H 
-0. 547 1. 00 0. 00 H 
-0. 979 1. 00 0. 00 H 
-0. 073 1. 00 0. 00 H 

2. 137 1. 00 0. 00 H 

3. 373 1. 00 0. 00 H 
3. 339 1. 00 0. 00 H 

-0. 874 1. 00 0. 00 N 

-1. 504 1. 00 0. 00 C 

-2. 898 1. 00 0. 00 C 

-3. 459 1. 00 0. 00 0 

-1. 254 1. 00 0. 00 H 

-1. 563 1. 00 0. 00 H 

-0. 891 1. 00 0. 00 H 

-3. 457 1. 00 0. 00 N 

-4. 793 1. 00 0. 00 C 

-4. 788 1. 00 0. 00 C 

-4. 515 1. 00 0. 00 0 

-5. 763 1. 00 0. 00 C 

-5. 668 1. 00 0. 00 C 

-5. 778 1. 00 0. 00 C 

-4. 843 1. 00 0. 00 0 

■6. 925 1. 00 0. 00 N 

-2. 958 1. 00 0. 00 H 

•5. 109 1. 00 0. 00 H 

5. 556 1. 00 0. 00 H 

6. 770 1. 00 0. 00 H 
6. 467 1. 00 0. 00 H 
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950 

ATOM 577 2HG GLN A 41149.375 12.265 -4.717 1.00 0. 00 H 

ATOM 578 1HE2 GLN A 41148.316 13.594 -7.625 1.00 0. 00 H 

ATOM 579 2HE2 GLN A 41147.796 15.129 -7.027 1.00 0. 00 H 

ATOM 580 N PROA 42154.268 11.383 -5.087 1.00 0. 00 N 

5 ATOM 581 CA PROA 42155.715 11.629 -5.110 1.00 0. 00 C 

ATOM 582 C PROA 42156.096 12.747 -6.075 1.00 0. 00 C 

ATOM 583 0 PROA 42155.335 13.080 -6.984 1.00 0.00 0 

ATOM 584 CB PROA 42156.302 10.294 -5.578 1.00 0. 00 C 

ATOM 585 CG PROA 42155.260 9.283 -5.249 1.00 0. 00 C 

10 ATOM 586 CD PROA 42153.945 9.985 -5.423 1.00 0. 00 C 

ATOM 587 HA PROA 42156.090 11.865 -4.124 1.00 0. 00 H 

ATOM 588 1HB PROA 42156.493 10.335 -6.641 1.00 0. 00 H 

ATOM 589 2HB PROA 42157.223 10.097 -5.049 1.00 0. 00 H 

ATOM 590 1HG PROA 42155.331 8.445 -5.926 1.00 0. 00 H 

15 ATOM 591 2HG PROA 42155.376 8.954 -4.227 1.00 0. 00 H 

ATOM 592 1HD PROA 42153.605 9.903 -6.446 1.00 0. 00 H 

ATOM 593 2HD PROA 42153.209 9.585 -4.743 1.00 0. 00 H 

ATOM 594 N PROA 43157.285 13.342 -5.890 1.00 0. 00 N 

ATOM 595 CA PRO A 43157.767 14.428 -6.748 1.00 0. 00 C 

20 ATOM 596 C PRO A 43158.173 13.935 -8.132 1.00 0. 00 C 

ATOM 597 0 PROA 43159.339 13.621 -8.371 1.00 0.00 0 

ATOM 598 CB PROA 43158.985 14.962 -5.996 1.00 0. 00 C 

ATOM 599 CG PROA 43159.475 13.802 -5.200 1.00 0. 00 C 

ATOM 600 CD PRO A 43158.254 13.005 -4.829 1.00 0. 00 C 

25 ATOM 601 HA PROA 43157.029 15.211 -6.848 1.00 0. 00 H 

ATOM 602 1HB PROA 43159.727 15.298 -6.705 1.00 0. 00 H 

ATOM 603 2HB PROA 43158.689 15.781 -5.358 1.00 0. 00 H 

ATOM 604 1HG PROA 43160.145 13.204 -5.799 1.00 0. 00 H 

ATOM 605 2HG PROA 43159.978 14.153 -4.312 1.00 0. 00 H 
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" 951 ^ 

ATOM 606 1HD PRO A 43158.478 11.948 -4.834 1.00 0. 00 H 

ATOM 607 2HD PRO A 43157. 885 13. 309 -3. 860 1. 00 0. 00 H 

ATOM 608 N GLY A 44157. 207 13. 870 -9. 040 1. 00 0. 00 N 

ATOM 609 CA GLY A 44157. 488 13. 414 -10. 387 1. 00 0. 00 C 

5 ATOM 610 C GLY A 44156.252 12.910 -11.101 1.00 0. 00 C 

ATOM 611 0 GLY A 44155.972 13.313 -12.231 1.00 0.00 0 

ATOM 612 H GLY A 44156.296 14.134 -8.793 1.00 0. 00 H 

ATOM 613 1HA GLY A 44157.906 14.235 -10.951 1.00 0. 00 H 

ATOM 614 2HA GLY A 44158.214 12.617 -10.341 1.00 0. 00 H 

10 ATOM 615 N LEU A 45155.510 12.027 -10.443 1.00 0. 00 N 

ATOM 616 CA LEU A 45154.295 11.469 -11.028 1.00 0. 00 C 

ATOM 617 C LEU A 45153.086 11.765 -10.150 1.00 0. 00 C 

ATOM 618 0 LEU A 45152.975 11.248 -9.038 1.00 0.00 0 

ATOM 619 CB LEU A 45154.444 9.959 -11.218 1.00 0. 00 C 

15 ATOM 620 CG LEU A 45154.988 9.203 -10.004 1.00 0. 00 C 

ATOM 621 CD 1 LEU A 45154.629 7.726 -10.087 1.00 0. 00 C 

ATOM 622 CD2 LEU A 45156.495 9.388 -9.894 1.00 0. 00 C 

ATOM 623 H LEU A 45155.782 11.746 -9.543 1.00 0. 00 H 

ATOM 624 HA LEU A 45154.148 11.931 -11.991 1.00 0. 00 H 

20 ATOM 625 1HB LEU A 45153.475 9.551 -11.466 1.00 0. 00 H 

ATOM 626 2HB LEU A 45155.111 9.787 -12.049 1.00 0. 00 H 

ATOM 627 HG LEU A 45154.535 9.607 -9.109 1.00 0. 00 H 

ATOM 628 1HD1 LEU A 45153.985 7.558 -10.938 1.00 0. 00 H 

ATOM 629 2HD1 LEU A 45154.117 7.429 -9.184 1.00 0. 00 H 

25 ATOM 630 3HD1 LEU A 45155. 531 7. 142 -10. 197 1. 00 0.00 H 

ATOM 631 1HD2 LEU A 45156. 875 9. 815 -10. 811 1. 00 0. 00 H 

ATOM 632 2HD2 LEU A 45156.964 8.431 -9.722 1.00 0. 00 H 

ATOM 633 3HD2 LEU A 45156.717 10.051 -9.070 1.00 0. 00 H 

ATOM 634 N ASN A 46152.178 12.595 -10.653 1.00 0. 00 N 



WO 2004/016781 A* 
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ATOM 


635 


CA 


ASN A 


46150. 981 


12. 946 




ATOM 


636 


C 


ASN A 


46150. 007 


11. 773 




ATOM 


637 


0 


ASN A 


46149. 382 


11. 447 




ATOM 


638 


CB 


ASN A 


46150. 308 


14. 173 


5 


ATOM 


639 


CG 


ASN A 


46149. 087 


14. 620 




ATOM 


640 


0D1 


ASN A 


46149. 139 


15. 592 




ATOM 


641 


ND2 ASN A 


46147. 978 


13. 912 




ATOM 


642 


H 


ASN A 


46152. 317 


12. 977 




ATOM 


643 


HA 


ASN A 


46151. 277 


13. 178 


10 


ATOM 


644 


1HB 


ASN A 


46151. 014 


14. 989 




ATOM 


645 


2HB 


ASN A 


46150. 002 


13. 936 




ATOM 


646 


1HD2 ASN A 


46148. 010 


13. 150 




ATOM 


647 


2HD2 ASN A 


46147. 173 


14. 179 




ATOM 


648 


N 


GLU A 


47149. 886 


11. 143 


15 


ATOM 


649 


CA 


GLU A 


47148. 991 


10. 003 




ATOM 


650 


C 


GLU A 


47148. 795 


9. 679 




ATOM 


651 


0 


GLU A 


47149. 757 


9. 386 




ATOM 


652 


CB 


GLU A 


47149. 544 


8. 780 




ATOM 


653 


CG 


GLU A 


47151. 053 


8. 631 


20 


ATOM 


654 


CD 


GLU A 


47151. 612 


7. 635 




ATOM 


655 


0E1 


GLU A 


47152. 051 


6. 547 




ATOM 


656 


0E2 GLU A 


47151. 611 


7. 942 




ATOM 


657 


H 


GLU A 


47150. 413 


11. 450 




ATOM 


658 


HA 


GLU A 


47148. 035 


10. 269 


25 


ATOM 


659 


1HB 


GLU A 


47149. 085 


7. 892 




ATOM 


660 


2HB 


GLU A 


47149. 285 


8. 856 




ATOM 


661 


1HG 


GLU A 


47151. 509 


9. 591 




ATOM 


662 


2HG 


GLU A 


47151. 299 


8. 297 




ATOM 


663 


N 


VAL A 


48147. 550 


9.722 
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-9. 903 1. 00 0. 00 C 

-9. 876 1. 00 0. 00 C 

10. 884 1. 00 0. 00 0 

10. 523 1. 00 0. 00 C 

-9. 744 1. 00 0. 00 C 

-8. 989 1. 00 0. 00 0 

-9. 923 1. 00 0. 00 N 

11.545 1.00 0.00 H 

-8. 890 1. 00 0. 00 H 

10. 547 1. 00 0. 00 H 

11.531 1.00 0. 00 H 

10. 539 1. 00 0. 00 H 

-9.431 1. 00 0. 00 H 

-8.714 1. 00 0. 00 N 

-8. 548 1. 00 0. 00 C 

-7. 072 1. 00 0. 00 C 

-6.360 1. 00 0. 00 0 

-9. 283 1. 00 0. 00 C 

-9. 175 1. 00 0. 00 C 

10. 172 1. 00 0. 00 C 

-9. 742 1. 00 0. 00 0 

■11. 382 1. 00 0. 00 0 

-7. 947 1. 00 0. 00 H 

-8. 975 1. 00 0. 00 H 

-8. 873 1. 00 0. 00 H 

-10. 329 1. 00 0. 00 H 

-9. 354 1. 00 0. 00 H 

-8.178 1.00 0. 00 H 

-6. 615 1. 00 0. 00 N 



WO 2004/016781 
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ATOM 


664 


CA 


VAL A 


48147. 242 


9. 421 




ATOM 


665 


C 


VAL A 


A r\ H A KJ t~ A A 

48147. 544 


7. 961 




ATOM 


666 


0 


VAL A 


48146. 763 


7. 070 




ATOM 


667 


CB 


VAL A 


48145. 766 


9. 714 


5 


ATOM 


668 


CGI 


VAL A 


48145. 506 


9. 548 




ATOM 


669 


CG2 


VAL A 


48145. 379 


11. 112 




ATOM 


670 


H 


VAL A 


48146. 821 


9. 956 




ATOM 


671 


HA 


VAL A 


48147. 863 


10. 050 




ATOM 


672 


HB 


VAL A 


48145. 151 


9. 001 


10 


ATOM 


673 


1HG1 


VAL A 


48145. 621 


8. 509 




ATOM 


674 


2HG1 


VAL A 


48144. 501 


9. 870 




ATOM 


675 


3HG1 


VAL A 


48146. 211 


10. 146 




ATOM 


676 


1HG2 


VAL A 


48145. 377 


11. 783 




ATOM 


677 


2HG2 VAL A 


48144. 394 


11. 086 


15 


ATOM 


678 


3HG2 


VAL A 


48146. 092 


11. 459 




ATOM 


679 


N 


LEU A 


49148. 686 


7. 722 




ATOM 


680 


CA 


LEU A 


49149. 095 


6. 369 




ATOM 


681 


C 


LEU A 


49148. 953 


6. 132 




ATOM 


682 


0 


LEU A 


49149. 654 


6. 746 


20 


ATOM 


683 


CB 


LEU A 


49150. 541 


6. 122 




ATOM 


684 


CG 


LEU A 


49150. 814 


6. 327 




ATOM 


685 


CD1 


LEU A 


49152. 298 


6. 555 




ATOM 


686 


CD 2 


LEU A 


49150. 318 


5. 131 




ATOM 


687 


H 


LEU A 


49149. 268 


8. 474 


25 


ATOM 


688 


HA 


LEU A 


49148. 448 


5. 681 




ATOM 


689 


1HB 


LEU A 


49151. 181 


6. 791 




ATOM 


690 


2HB 


LEU A 


49150. 802 


5. 106 




ATOM 


691 


HG 


LEU A 


49150. 282 


7. 203 




ATOM 


692 


1HD1 


LEU A 


49152. 427 


7. 234 
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5. 223 1. 00 0. 00 C 

4. 911 1. 00 0. 00 C 

5. 245 1. 00 0. 00 0 
4. 894 1. 00 0. 00 C 
3. 405 1. 00 0. 00 C 
•5. 356 1. 00 0. 00 C 
•7. 228 1. 00 0. 00 H 
•4. 600 1. 00 0. 00 H 
•5. 424 1. 00 0. 00 H 
-3. 133 1. 00 0. 00 H 
-3. 176 1. 00 0. 00 H 
-2. 848 1. 00 0. 00 H 
-4. 511 1. 00 0. 00 H 
-5. 797 1. 00 0. 00 H 
-6. 089 1. 00 0. 00 H 
-4. 274 1. 00 0. 00 N 
-3. 922 1. 00 0. 00 C 
-2. 425 1. 00 0. 00 C 
-1. 620 1. 00 0. 00 0 
-4. 355 1. 00 0. 00 C 
-5. 847 1. 00 0. 00 C 
-6. 090 1. 00 0. 00 C 
-6. 647 1. 00 0. 00 C 
-4. 036 1. 00 0. 00 H 
-4. 446 1. 00 0. 00 H 
-3. 798 1. 00 0. 00 H 
-4. 101 1. 00 0. 00 H 
-6. 187 1. 00 0. 00 H 
-6. 919 1. 00 0. 00 H 
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-6. 320 1. 00 0. 00 H 

-5. 205 1. 00 0. 00 H 

•6. 034 1. 00 0. 00 H 

•7. 520 1. 00 0. 00 H 

-6. 954 1. 00 0. 00 H 

•2. 056 1. 00 0. 00 N 

0. 654 1. 00 0. 00 C 

■0. 208 1. 00 0. 00 C 

0. 684 1. 00 0. 00 0 

0. 414 1. 00 0. 00 C 

■2. 742 1. 00 0. 00 H 

0. 072 1. 00 0. 00 H 

0. 361 1. 00 0. 00 H 

■1. 225 1. 00 0. 00 H 

0. 517 1. 00 0. 00 H 

0. 708 1. 00 0. 00 N 

1. 202 1. 00 0. 00 C 

1. 982 1. 00 0. 00 C 

2. 976 1. 00 0. 00 0 
1. 053 1. 00 0. 00 H 

0. 362 1. 00 0. 00 H 

1. 845 1. 00 0. 00 H 

1. 530 1. 00 0. 00 N 

2. 192 1. 00 0.00 C 
2. 827 1. 00 0. 00 C 
2. 165 1. 00 0. 00 0 
1. 196 1. 00 0. 00 C 
0. 649 1. 00 0. 00 C 
0. 580 1. 00 0. 00 C 
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CD2 LEU A 52145.992 -0.242 1.721 1.00 0. 00 C 

H LEU A 52150.347 0.474 0.732 1.00 0. 00 H 

HA LEU A 52148.501 -0.039 2.970 1.00 0. 00 H 

HB LEU A 52148.862 -1.514 0.364 1.00 0. 00 H 

HB LEU A 52147.862 -2.091 1.683 1.00 0. 00 H 

HG LEU A 52147. 398 0. 572 0. 356 1. 00 0. 00 H 

HD1 LEU A 52146.128 -0.346 -1.275 1.00 0. 00 H 

HD1 LEU A 52145. 655 -1. 725 -0. 285 1. 00 0. 00 H 

iHDl LEU A 52147.243 -1.694 -1.051 1.00 0. 00 H 

HD2 LEU A 52145.248 -1.018 1.614 1.00 0. 00 H 

!HD2 LEU A 52145.522 0.725 1.612 1.00 0. 00 H 

IHD2 LEU A 52146.448 -0.312 2.697 1.00 0. 00 H 

N GLU A 53149.947 -1.681 4.115 1.00 0. 00 N 

CA GLU A 53150.836 -2.581 4.842 1.00 0. 00 C 

C GLU A 53150.262 -3.993 4.885 1.00 0. 00 C 
0 GLU A 53149.252 -4.244 5.543 1.00 0.00 0 
CB GLU A 53151.064 -2.068 6.264 1.00 0. 00 C 
CG GLU A 53152.012 -2.933 7.078 1.00 0. 00 C 
CD GLU A 53151.582 -3.065 8.526 1.00 0. 00 C 
0E1 GLU A 53151.978 -4.057 9.174 1.00 0.00 0 
0E2 GLU A 53150.850 -2.178 9.012 1.00 0.00 0 
H GLU A 53149.195 -1.267 4.589 1.00 0. 00 H 
HA GLU A 53151.780 -2.604 4.321 1.00 0. 00 H 
1HB GLU A 53151.476 -1.070 6.213 1.00 0. 00 H 
2HB GLU A 53150.114 -2.029 6.778 1.00 0. 00 H 
1HG GLU A 53152.049 -3.917 6.638 1.00 0. 00 H 
2HG GLU A 53152.996 -2.489 7.050 1.00 0. 00 H 
N LEU A 54150.912 -4.913 4.179 1.00 0. 00 N 
CA LEU A 54150.466 -6.301 4.137 1.00 0. 00 C 
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5. 472 1. 00 0. 00 C 

5. 996 1. 00 0. 00 0 

3. 014 1. 00 0. 00 C 

1. 643 1. 00 0. 00 C 
0. 802 1. 00 0. 00 C 

0. 928 1. 00 0. 00 C 
3. 675 1. 00 0. 00 H 
3. 941 1. 00 0. 00 H 
3. 292 1. 00 0. 00 H 

2. 926 1. 00 0. 00 H 

1. 775 1. 00 0. 00 H 
1. 034 1. 00 0. 00 H 
1. 018 1. 00 0. 00 H 

-0. 246 1. 00 0. 00 H 

1. 527 1. 00 0. 00 H 

0. 782 1. 00 0. 00 H 

-0. 030 1. 00 0. 00 H 

6.016 1.00 0. 00 N 

7. 289 1. 00 0. 00 C 

7. 192 1. 00 0. 00 C 

8. 168 1. 00 0. 00 0 
7. 721 1. 00 0. 00 C 

7. 967 1. 00 0. 00 C 

8. 774 1. 00 0. 00 C 

9. 878 1. 00 0. 00 0 
8. 301 1. 00 0. 00 0 

5. 550 1. 00 0. 00 H 
8. 027 1. 00 0. 00 H 

6. 950 1. 00 0. 00 H 
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8. 634 1. 00 0. 00 H 

8. 505 1. 00 0. 00 H 

7. 013 1. 00 0. 00 H 

6. 007 1. 00 0. 00 N 

5. 782 1. 00 0. 00 C 

5. 344 1. 00 0. 00 C 

4. 590 1. 00 0. 00 0 

4. 724 1. 00 0. 00 C 

5. 213 1. 00 0. 00 C 

6. 102 1. 00 0. 00 0 

4. 706 1. 00 0. 00 0 

5. 268 1. 00 0. 00 H 
6.713 1.00 0. 00 H 

3. 848 1. 00 0. 00 H 

4. 460 1. 00 0. 00 H 

5. 821 1. 00 0. 00 N 

5. 478 1. 00 0. 00 C 
4. 143 1. 00 0. 00 C 

4. 074 1. 00 0. 00 0 

6. 578 1. 00 0. 00 C 

7. 666 1. 00 0. 00 C 

8. 116 1. 00 0. 00 C 

9. 341 1. 00 0. 00 0 
7. 244 1. 00 0. 00 0 

6. 417 1. 00 0. 00 H 

5. 394 1. 00 0. 00 H 

7. 037 1. 00 0. 00 H 

6. 132 1. 00 0. 00 H 

7. 287 1. 00 0. 00 H 
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ATOM 809 2HG GLU A 57156. 148 -10. 593 8. 516 1. 00 0. 00 H 

ATOM 810 N. CYS A 58155.939 -10.737 3.086 1.00 0. 00 N 

ATOM 811 CA CYS A 58156.312 -11.196 1.753 1. 00 0. 00 C 

ATOM 812 C CYS A 58157.706 -10.705 1.378 1.00 0. 00 C 

5 ATOM 813 0 CYS A 58157.990 -9.508 1.434 1.00 0.00 0 

ATOM 814 CB CYS A 58155.293 -10.710 0.720 1.00 0. 00 C 

ATOM 815 SG CYS A 58154.970 -11.892 -0.610 1.00 0. 00 S 

ATOM 816 H CYS A 58155.630 -9.814 3.204 1.00 0. 00 H 

ATOM 817 HA CYS A 58156.313 -12.275 1.762 1.00 0. 00 H 

10 ATOM 818 1HB CYS A 58154.355 -10.512 1.217 1.00 0. 00 H 

ATOM 819 2HB CYS A 58155.655 -9.797 0.269 1.00 0. 00 H 

ATOM 820 HG CYS A 58155.668 -11.801 -1.262 1.00 0. 00 H 

ATOM 821 N ALA A 59158.573 -11.637 0.996 1.00 0. 00 N 

ATOM 822 CA ALA A 59159.939 -11.299 0.612 1.00 0. 00 C 

15 ATOM 823 C ALA A 59159.962 -10.500 -0.687 1.00 0. 00 C 

ATOM 824 0 ALA A 59159.391 -10.918 -1.695 1.00 0.00 0 

ATOM 825 CB ALA A 59160.774 -12.562 0.473 1.00 0. 00 C 

ATOM 826 H ALA A 59158.289 -12.574 0.971 1.00 0. 00 H 

ATOM 827 HA ALA A 59160.367 -10.697 1.401 1.00 0. 00 H 

20 ATOM 828 1HB ALA A 59160.326 -13.212 -0.264 1.00 0. 00 H 

ATOM 829 2HB ALA A 59160.818 -13.072 1.424 1.00 0. 00 H 

ATOM 830 3HB ALA A 59161.774 -12.299 0.160 1.00 0. 00 H 

ATOM 831 N GLY A 60160. 626 -9. 350 -0. 656 1. 00 0. 00 N 

ATOM 832 CA GLY A 60160.712 -8.510 -1.837 1.00 0. 00 C 

25 ATOM 833 C GLY A 60159.849 -7.269 -1.730 1.00 0. 00 C 

ATOM 834 0 GLY A 60159.386 -6.737 -2.739 1.00 0.00 0 

ATOM 835 H GLY A 60161.061 -9.068 0.175 1.00 0. 00 H 

ATOM 836 1HA GLY A 60161.740 -8.211 -1.978 1.00 0. 00 H 

ATOM 837 2HA GLY A 60160.394 -9.083 -2.696 1.00 0. 00 H 
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0. 503 1. 00 0. 00 N 

0. 266 1. 00 0. 00 C 

0. 480 1. 00 0. 00 C 

0. 703 1. 00 0. 00 0 

0. 530 1. 00 0. 00 C 

•0. 199 1. 00 0. 00 S 

0. 262 1. 00 0. 00 H 
•1.226 1.00 0.00 H 

1. 523 1. 00 0. 00 H 
0. 600 1. 00 0. 00 H 
-0. 830 1. 00 0. 00 H 

0. 862 1. 00 0. 00 N 

1. 584 1. 00 0.00 C 
3. 024 1. 00 0. 00 C 
3. 451 1. 00 0. 00 0 
0. 877 1. 00 0. 00 C 
0. 664 1. 00 0. 00 0 

-0. 466 1. 00 0. 00 C 

0. 655 1. 00 0. 00 H 

1. 591 1. 00 0.00 H 
1. 501 1. 00 0. 00 H 
0. 305 1. 00 0. 00 H 

-1.243 1.00 O.OOH 

-0. 464 1. 00 0. 00 H 

-0. 648 1. 00 0. 00 H 

3. 767 1. 00 0. 00 N 

5. 160 1. 00 0. 00 C 

5. 382 1. 00 0. 00 C 

6. 460 1. 00 0. 00 0 
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6. 082 l. 00 0. 00 C 

5. 687 l. 00 0. 00 C 

4. 686 l. 00 0. 00 0 

6. 377 l. 00 0. 00 0 

3. 369 l. 00 0. 00 H 

5. 391 l. 00 0. 00 H 

7. 093 l. 00 0. 00 H 

6. 045 l. 00 0. 00 H 

4. 354 l. 00 0. 00 N 
4. 457 l. 00 0. 00 C 

3. 615 l. 00 0. 00 C 

4. 002 l. 00 0. 00 0 

3. 520 l. 00 0. 00 H 

4. I3l l. 00 0. 00 H 

5. 490 l. 00 0. 00 H 
2.462 l. 00 0.00 N 
l. 565 l. 00 0. 00 C 

0. 1 13 1. 00 0. 00 C 
-0. 331 1. 00 0. 00 0 

1. 732 1. 00 0. 00 C 
1. 562 1. 00 0. 00 0 
3. 085 1. 00 0. 00 C 
2.210 1.00 0. 00 H 

1. 827 1. 00 0. 00 H 
0. 978 1. 00 0. 00 H 

2. 222 1. 00 0. 00 H 

3. 840 1. 00 0. 00 H 
3. 066 1. 00 0. 00 H 
3.315 1.00 0. 00 H 
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0.621 1.00 0. 00 N 

2. 023 1. 00 0. 00 C 

2. 931 1. 00 0. 00 C 

3.001 1.00 0.00 0 

2. 261 1. 00 0. 00 C 

3. 597 1. 00 0. 00 C 

4. 044 1. 00 0. 00 C 
•4. 405 1. 00 0. 00 C 

5. 272 1. 00 0. 00 C 
•5. 635 1. 00 0. 00 C 
•6. 070 1. 00 0. 00 C 
-0.211 1.00 0. 00 H 
-2. 257 1. 00 0. 00 H 
■1. 497 1. 00 0. 00 H 
-2. 202 1. 00 0. 00 H 
•3.421 1.00 0. 00 H 
-4. 067 1. 00 0. 00 H 
-5. 609 1. 00 0. 00 H 
-6. 257 1. 00 0. 00 H 
-7. 030 1. 00 0. 00 H 
-3. 626 1. 00 0. 00 N 
-4. 531 1. 00 0. 00 C 
-3. 786 1. 00 0. 00 C 
-4. 279 1. 00 0. 00 0 
-5. 677 1. 00 0. 00 C 
-6. 468 1. 00 0. 00 C 
-7. 619 1. 00 0. 00 C 
-8. 804 1. 00 0. 00 N 
-9. 035 1. 00 0. 00 C 



WO 2004/016781 




PCT/JP2003/010288 





ATOM 

A A will 


V LO 


nn 1 


AJ\U A 


A7 1 fi 1 199 
0(10 1. 1 LL 


7 0Q9 

r. uoo 


O 1 c c 

-o. lbb 


1 n n 
1. 00 


n nn \t 

0. 00 N 




ATOM 


Q9fi 

o L U 


NH9 

1X116 


Al?n A 
AJVVj A 


an i ft i /iQft 

of loi. 4yo 


E 097 

o. 9Z r 


in 1 o n 

-1U. 139 


1 nn 

l. 00 


n nn xt 

0. 00 N 




ATOM 


Q97 


n 


AT?ft A 
AJxvr A 


ft7 1 cn one 
D i IDy. oZO 


Q H7 9 

o. U r o 


0 coo 

-o. 528 


1 nn 

1. 00 


n n n tt 

0. 00 H 




ATOM 


Q9R 


XT A 

IlA 


APT A 
Alvu A 


A7 1 A 1 CO 1 

or lb 1. ool 


9 COC 

o. boo 


A n a i 

-4. 941 


1 n n 

1. 00 


n n n tt 

0. 00 H 


0 


ATOM 
AIUM 


Q9Q 


1 WH 
111 D 


APT A 
AKu A 


A7 1 Cfi HO 9 

0 r IbU. Uoo 


ci i n a 
b. 194 


r o p n 

-5. 269 


1 n n 

L 00 


A A A TT 

0. 00 H 




ATOM 


you 


9 UP 


APT A 
AKtr A 


C7 1 C 1 OCC 

b i lb 1. Zoo 


c can 

5. 567 


-6. 354 


4 A A 

l. 00 


0. 00 H 




ATOM 
AlUlYi 


DO I 


Inu 


APT A 
AKu A 


fi 7 1 C fl 09 0 

o cloy. oZo 


O CCA 

o. b50 


-6. 867 


1 A A 

l. 00 


0. 00 H 




ATOM 


QQ9 

y 6 6 


9Hr 
Zllu 


Apr a 
AKtr A 


£7 1 CO COT 

br Ibo. bol 


A om 

4. ol9 


c ono 

-5. 808 


1 A A 

l. 00 


0. 00 H 




ATOM 


nqq 
zoo 


1111/ 


APP A 
Aivvi A 


£7 1 £ 7 00 C 

b r lb r. oob 


c ncc 

5. 066 


-7. 874 


1 A A 

I. 00 


A A A FT 

0. 00 H 


10 

1U 


ATOM 


yo4 


ZHD 


APP A 

Aivli A 


an irn oo c 

bribe, oob 


c ^oc 

6. 435 


-7. 303 


1 A A 

l. 00 


0. 00 H 




ATOM 
AIUM 


G9E 

yoo 




A "DP A 


0(159. 505 


A O 1 

4. 616 


-9. 464 


l. 00 


0. 00 H 




ATOM 
AIUM 


yoo 


1 UXJ 1 

liiiil 


A DP A 

AKIj A 


br 160. 590 


7. 162 


-7. 331 


l. 00 


0. 00 H 




ATOM 
AIUM 


G97 
aO i 


OUU 1 

Ziiiil 


Anr A 

AKIj A 


C7iei n 1 o 

b r lb 1. 913 


7. 617 


-8. 349 


l. 00 


0. 00 H 




ATOM 

AIUM 


yoo 


1 uuo 
liinZ 


A DP A 

AX(j A 


orlbl. 246 


5. 217 


-10. 797 


l. 00 


0. 00 H 


1 R 
1 0 


ATOM 
AIUM 


yoy 


ZtinZ 


ADP A 

AKb A 


C71 CO OOC 

67162. 286 


C C 1 c 

6. 5 1 5 


-10. 315 


l. 00 


0. 00 H 




ATOM 
AIUM 


y4u 


IN 


PT V A 

uLi A 


COl CO >l O 1 

6816Z. 481 


4. 82 1 


O P A fl 

-2. 598 


l. 00 


0. 00 N 




ATOM 
AIUM 


0/1 1 

y41 


P A 

LA 


PT V A 

WLY A 


CO 1 CO AHA 

68163. 474 


5. 520 


i A A if 

-1. 804 


l. 00 


0. 00 C 




ATOM 
AIUM 


QA 9 


p 
L 


PT V A 

IjLi A 


co 1 co nio 

bolbZ. 913 


C 7CA 

6. 760 


1 1 f\ r 

-l. 135 


l. 00 


0. 00 C 




ATOM 
AIUM 


yfio 


n 
U 


PT V A 

ULi A 


boloo. 640 


*7 70 1 

7. 721 


n oor 

-0. 885 


1 A A 

l. 00 


0. 00 0 


90 

Ct\J 


ATOM 
AIUM 


y44 


R 

n 


PT V A 

(jLi A 


C01CO H7C 

bSloZ. 075 


O 007 

3. 997 


o o r r 

-2. 255 


l. 00 


0. 00 H 




ATOM 
AIUM 




InA 


PT V A 


CO 1 CO O AH 

oolbo. 847 


>l O C 1 

4. 85 1 


1 n a o 

-I. 043 


1 A A 

1. 00 


0. 00 H 




ATOM 
AIUM 


y^o 


9WA 
ZilA 


PT V A 


co i a a ono 

oolb4. Z9o 


c 01 n 

5. 810 


O A A (* 

-2. 446 


1 A A 

l. 00 


A Art TT 

0. 00 H 




ATOM 
AIUM 


Q47 

y*t r 


N 
IN 


TUP A 

InK A 


CQ1C1 C 1 c 

bylbl. bib 


b. r o r 


n o >! c 

-0. 846 


1 n n 

l. 00 


A Art \T 

0. 00 N 




ATOM 
AIUM 


y^o 


PA 
l/A 


TUP A 

InK A 


oylbU. 95b 


7 O C7 

r. obr 


n ono 

-0. zoz 


1 n n 

1. 00 


A Art A 

0. 00 c 


uO 


ATOM 
AIUM 


yfiy 


P 


TUP A 

InK A 


cn i cn 1 AC\ 

b91bl). 140 


7 A n c 

r. 40b 


1 nn 1 

L 001 


1 n n 

1. 00 


A A A A 

0. 00 c 




ATOM 


950 


0 


THR A 


69158.. 983 


7. 009 


0. 864 


1. 00 


0. 00 0 




ATOM 


951 


CB 


THR A 


69160. 050 


8. 591 


-1. 201 


1. 00 


0. 00 c 




ATOM 


952 


0G1 


THR A 


69160. 750 


8. 872 


-2. 399 


1. 00 


0. 00 0 




ATOM 


953 


CG2 


THR A 


69159. 500 


9. 897 


-0. 671 


1. 00 


0. 00 c 



WO 2004/016781 

m 963 





ATOM 


954 


H 


THR A 


69161. 090 


5. 941 




ATOM 


955 


HA 


THR A 


69161. 721 


8. 549 




ATOM 


956 


HB 


THR A 


69159. 212 


7. 951 




ATOM 


957 


HG1 


THR A 


69160. 631 


8. 148 


5 


ATOM 


958 


1HG2 


THR A 


69158. 639 


9. 701 




ATOM 


959 : 


2HG2 THR A 


69159. 211 


10. 528 




ATOM 


960 : 


3HG2 THR A 


69160. 260 


10. 396 




ATOM 


961 


N 


ARG A 


70160. 751 


7. 462 




ATOM 


962 


CA 


ARG A 


70160. 082 


7. 049 


10 


ATOM 


963 


C 


ARG A 


70158. 900 


7. 963 




ATOM 


964 


0 


ARG A 


70159. 052 


9. 181 




ATOM 


965 


CB 


ARG A 


70161. 067 


7. 056 




ATOM 


966 


CG 


ARG A 


70160. 519 


6. 409 




ATOM 


967 


CD 


ARG A 


70161. 329 


6. 799 


15 


ATOM 


968 


NE 


ARG A 


70162. 742 


6. 459 




ATOM 


969 


CZ 


ARG A 


70163. 611 


6. 450 




ATOM 


970 


NH1 


ARG A 


70163. 216 


6. 760 




ATOM 


971 


NH2 ARG A 


70164. 877 


6. 127 




ATOM 


972 


H 


ARG A 


70161. 674 


7. 788 


20 


ATOM 


973 


HA 


ARG A 


70159. 715 


6. 044 




ATOM 


974 


1HB 


ARG A 


70161. 960 


6. 524 




ATOM 


975 


2HB 


ARG A 


70161. 327 


8. 080 




ATOM 


976 


1HG 


ARG A 


70159. 496 


6. 727 




ATOM 


977 


2HG 


ARG A 


70160. 552 


5. 336 


25 


ATOM 


978 


1HD 


ARG A 


70161. 239 


7. 865 




ATOM 


979 


2HD 


ARG A 


70160. 930 


6. 281 




ATOM 


980 


HE 


ARG A 


70163. 060 


6. 225 




ATOM 


981 


1HH1 ARG A 


70162. 262 


7. 004 




ATOM 


982 


2HH1 ARG A 


70163. 874 


6. 751 



PCT/JP2003/010288 

1.071 1.00 0. 00 H 

0. 136 1. 00 0. 00 H 

1. 439 1. 00 0. 00 H 
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6. 782 1. 00 0. 00 H 

8. 463 1. 00 0. 00 H 

3. 883 1. 00 0. 00 N 

4. 185 1. 00 0. 00 C 

5. 588 1. 00 0. 00 C 

6. 298 1. 00 0. 00 0 
3. 156 1.00 0.00 C 
1. 809 1. 00 0. 00 C 

0. 637 1. 00 0. 00 C 
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0. 481 1. 00 0. 00 C 
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7. 299 1. 00 0. 00 C 
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1019 


IHB PHE A 


72153. 959 


5. 226 


ATOM 


1020 


2HB PHE A 


72153. 600 


6. 474 


ATOM 


1021 


HD1 PHE A 


72154. 227 


2. 947 


ATOM 


1022 


HD2 PHE A 


72153. 698 


5. 959 


ATOM 


1023 


HE1 PHE A 


72153. 824 


1. 207 


ATOM 


1024 


HE2 PHE A 


72153. 294 


4. 225 


ATOM 


1025 


HZ PHE A 


72153. 355 


1. 846 


ATOM 


1026 


N THR A 


73156. 421 


4. 658 


ATOM 


1027 


CA THR A 


73157. 213 


3. 604 


ATOM 


1028 


C THR A 


73156. 352 


2. 379 


ATOM 


1029 


0 THR A 


73155. 488 


2. 407 


ATOM 


1030 


CB THR A 


73157. 849 


4. 113 



ATOM 1031 0G1 THR A 73158.357 5.424 

ATOM 1032 CG2 THR A 73158.984 3.242 

ATOM 1033 H THR A 73155.757 5.138 

ATOM 1034 HA THR A 73157.995 3.324 

ATOM 1035 HB THR A 73157.094 4.141 

ATOM 1036 HG1 THR A 73158.929 5.447 

ATOM 1037 1HG2 THR A 73159. 652 3. 023 

ATOM 1038 2HG2 THR A 73158. 584 2. 319 

ATOM 1039 3HG2 THR A 73159.526 3.760 

ATOM 1040 N CYS A 74156. 595 1. 303 
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6. 551 1. 00 0. 00 C 

4. 891 1. 00 0. 00 C 

5. 600 1. 00 0. 00 C 

3. 937 1. 00 0. 00 C 

4. 292 1. 00 0. 00 C 

5. 369 1. 00 0. 00 H 

7. 969 1. 00 0. 00 H 

8. 204 1. 00 0. 00 H 
7.014 1.00 0. 00 H 
7. 573 1. 00 0. 00 H 

4. 613 1. 00 0. 00 H 

5. 880 1. 00 0. 00 H 
2.915 1.00 0. 00 H 
3. 548 1. 00 0. 00 H 

9. 104 1. 00 0. 00 N 

9. 729 1. 00 0. 00 C 
10. 019 1. 00 0. 00 C 

10. 896 1. 00 0. 00 0 

11. 023 1. 00 0. 00 C 

10. 851 1. 00 0. 00 0 

11. 515 1. 00 0. 00 C 

9. 641 1. 00 0. 00 H 
9. 040 1. 00 0. 00 H 

11.797 1.00 0. 00 H 

10. 079 1. 00 0. 00 H 
10. 695 1. 00 0. 00 H 
11.909 1.00 0. 00 H 

12. 292 1. 00 0. 00 H 
9. 277 1. 00 0. 00 N 
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ATOM 


1041 


CA 


CYS A 


74155. 842 


0. 066 


9. 456 


1. 00 


0. 00 c 




ATOM 


1042 


C 


CYS A 


74156. 782 


-1. 131 


9. 560 


1. 00 


0. 00 c 




ATOM 


1043 


0 


CYS A 


74158. 003 


-0. 976 


9. 551 


1. 00 


0. 00 0 




ATOM 


1044 


CB 


CYS A 


74154. 870 


-0. 135 


8. 292 


1. 00 


0. 00 c 


5 


ATOM 


1045 


SG 


CYS A 


74153. 244 


0. 612 


8. 553 


1. 00 


0. 00 s 




ATOM 


1046 


H 


CYS A 


74157. 296 


1. 341 


8. 594 


1. 00 


0. 00 H 




ATOM 


1047 


HA 


CYS A 


74155. 281 


0. 149 


10. 373 


1. 00 


0. 00 H 




ATOM 


1048 


1HB 


CYS A 


74155. 292 


0. 302 


7. 400 


1. 00 


0. 00 H 




ATOM 


1049 


2HB 


CYS A 


74154. 725 


-1. 194 


8. 134 


1. 00 


0. 00 H 


10 


ATOM 


1050 


HG 


CYS A 


74153. 305 


1. 198 


9. 311 


1. 00 


0. 00 H 




ATOM 


1051 


N 


ALA A 


75156. 205 


-2. 324 


9. 660 


1. 00 


0. 00 N 




ATOM 


1052 


CA 


ALA A 


75156. 991 


-3. 546 


9. 768 


1. 00 


0. 00 c 




ATOM 


1053 


C 


ALA A 


75157. 870 


-3. 743 


8. 538 


1. 00 


0. 00 c 




ATOM 


1054 


0 


ALA A 


75157. 664 


-3. 105 


7. 506 


1. 00 


0. 00 0 


15 


ATOM 


1055 


CB 


ALA A 


75156. 076 


-4. 746 


9. 962 


1. 00 


0. 00 c 




ATOM 


1056 


H 


ALA A 


75155. 227 


-2. 382 


9. 663 


1. 00 


0. 00 H 




ATOM 


1057 


HA 


ALA A 


75157. 623 


-3. 461 


10. 641 


1. 00 


0. 00 H 




ATOM 


1058 


1HB 


ALA A 


75156. 517 


-5. 615 


9. 495 


1. 00 


0. 00 H 




ATOM 


1059 


2HB 


ALA A 


75155. 116 


-4. 544 


9. 511 


1. 00 


0. 00 H 


20 


ATOM 


1060 


3HB 


ALA A 


75155. 945 


-4. 933 


11. 018 


1. 00 


0. 00 H 




ATOM 


1061 


N 


LEU. A 


76158. 852 


-4. 630 


8. 655 


1. 00 


0. 00 N 




ATOM 


1062 


CA 


LEU A 


76159. 764 


-4. 911 


7. 552 


1. 00 


0. 00 c 




ATOM 


1063 


C 


LEU A 


76159. 147 


-5. 906 


6. 577 


1. 00 


0. 00 c 




ATOM 


1064 


0 


LEU A 


76158. 533 


-6. 893 


6. 985 


1. 00 


0. 00 0 


25 


ATOM 


1065 


CB 


LEU A 


76161. 090 


-5. 456 


8. 085 


1. 00 


0. 00 c 




ATOM 


1066 


CG 


LEU A 


76162. 125 


-4. 392 


8. 458 


1. 00 


0. 00 c 




ATOM 


1067 


CD1 LEU A 


76162. 974 


-4. 861 


9. 630 


1. 00 


0. 00 c 




ATOM 


1068 


CD2 LEU A 


76163. 002 


-4. 060 


7.261 


1. 00 


0. 00 c 




ATOM 


1069 


H 


LEU A 


76158. 967 


-5. 108 


9. 503 


1. 00 


0.00 H 
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ATOM 


1070 


HA 


LEU A 


n ft h r f\ ft r~ f\ 

76159. 950 


n Ann 

-3. 983 




ATOM 


1071 


1HB 


LEU A 


76160. 884 


-6. 052 




ATOM 


1072 


2HB 


LEU A 


n ft ■* ft ■* r* ft. C\ 

76161. 523 


-6. 096 




ATOM 


1073 


HG 


LEU A 


76161. 611 


-3. 490 


5 


ATOM 


1074 


1HD1 


LEU A 


76163. 628 


-5. 656 




ATOM 


1075 


2HD1 


LEU A 


76162. 331 


-5. 223 




ATOM 


1076 


3HD1 


LEU A 


76163. 566 


-4. 036 




ATOM 


1077 


1HD2 


LEU A 


76163. 237 


-3. 007 




ATOM 


1078 


2HD2 


LEU A 


76162. 476 


-4. 307 


10 


ATOM 


1079 


3HD2 


LEU A 


76163. 916 


-4. 633 




ATOM 


1080 


N 


LYS A 


77159. 313 


-5. 643 




ATOM 


1081 


CA 


LYS A 


77158. 772 


-6. 517 




ATOM 


1082 


C 


LYS A 


77157. 252 


-6. 603 




ATOM 


1083 


0 


LYS A 


77156. 665 


-7. 666 


15 


ATOM 


1084 


CB 


LYS A 


77159. 383 


-7. 915 




ATOM 


1085 


CG 


LYS A 


77160. 885 


-7. 943 




ATOM 


1086 


CD 


LYS A 


77161. 226 


-7. 877 




ATOM 


1087 


CE 


LYS A 


77162. 671 


-7. 456 




ATOM 


1088 


NZ 


LYS A 


77162. 874 


-6. 860 


20 


ATOM 


1089 


H 


LYS A 


77159. 811 


-4. 842 




ATOM 


1090 


HA 


LYS A 


77159. 034 


-6. 097 




ATOM 


1091 


1HB 


LYS A 


77159. 182 


-8. 303 




ATOM 


1092 


2HB 


LYS A 


77158. 918 


-8. 559 




ATOM 


1093 


IHG 


LYS A 


77161. 331 


-7. 096 


25 


ATOM 


1094 


2HG 


LYS A 


77161. 285 


-8. 858 




ATOM 


1095 


1HD 


LYS A 


77161. 075 


-8. 852 




ATOM 


1096 


2HD 


LYS A 


77160. 574' 


-7. 160 




ATOM 


1097 


1HE 


LYS A 


77162. 937 


-6. 726 




ATOM 


1098 


2HE 


LYS A 


77163. 304 


-8. 324 
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7.031 1.00 0. 00 H 

8. 962 1. 00 0. 00 H 

7. 330 1. 00 0. 00 H 

8. 758 1. 00 0. 00 H 

9. 304 1. 00 0. 00 H 
10.418 1.00 0. 00 H 

9. 997 1. 00 0. 00 H 

7. 267 1. 00 0. 00 H 

6. 350 1. 00 0. 00 H 

7. 314 1. 00 0. 00 H 
5. 285 1. 00 0. 00 N 
4. 250 1. 00 0. 00 C 
4. 351 1. 00 0. 00 C 
4. 149 1. 00 0. 00 0 
4. 364 1. 00 0. 00 C 

4. 138 1. 00 0. 00 C 
2. 657 1. 00 0. 00 C 

2. 437 1. 00 0. 00 C 

1. 088 1. 00 0. 00 N 

5. 021 1. 00 0. 00 H 

3. 291 1. 00 0. 00 H 
5. 352 1. 00 0. 00 H 

3. 632 1. 00 0. 00 H 

4. 637 1. 00 0. 00 H 
4. 550 1. 00 0. 00 H 

2. 220 1. 00 0. 00 H 

2. 180 1. 00 0. 00 H 

3. 187 1. 00 0. 00 H 
2. 538 1. 00 0. 00 H 
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ATOM 


1099 


IHZ 


LYS A 


77163. 161 


-7. 597 




ATOM 


1100 


2HZ 


LYS A 


77163. 618 


-6. 134 




ATOM 


1101 


3HZ 


LYS A 


77161. 993 


-6. 420 




ATOM 


1102 


N 


LYS A 


78156. 621 


-5. 477 


5 


ATOM 


1103 


CA 


LYS A 


78155. 169 


-5. 426 




ATOM 


1104 


C 


LYS A 


78154. 633 


-4. 057 




ATOM 


1105 


0 


LYS A 


78153. 726 


-3. 518 




ATOM 


1106 


CB 


LYS A 


78154. 754 


-5. 738 




ATOM 


1107 


CG 


LYS A 


78155. 238 


-7. 092 


10 


ATOM 


1108 


CD 


LYS A 


78154. 904 


-7. 305 




ATOM 


1109 


CE 


LYS A . 


78153. 702 


-8. 221 




ATOM 


1110 


NZ 


LYS A 


78152. 966 


-7. 941 




ATOM 


1111 


H 


LYS A 


78157. 143 


-4. 661 




ATOM 


1112 


HA 


LYS A 


78154. 751 


-6. 174 


15 


ATOM 


1113 


1HB 


LYS A 


78155. 155 


-4. 977 




ATOM 


1114 


2HB 


LYS A 


78153. 675 


-5. 722 




ATOM 


1115 


1HG 


LYS A 


78154. 764 


-7. 868 




ATOM 


1116 


2HG 


LYS A 


78156. 309 


-7. 148 




ATOM 


1117 


1HD 


LYS A 


78155. 755 


-7. 749 


20 


ATOM 


1118 


2HD 


LYS A 


78154. 683 


-6. 349 




ATOM 


1119 


1HE 


LYS A 


78153. 033 


-8. 077 




ATOM 


1120 


2HE 


LYS A 


78154. 047 


-9. 245 




ATOM 


1121 


IHZ 


LYS A 


78151. 944 


-8. 061 




ATOM 


1122 


2HZ 


LYS A 


78153. 148 


-6. 966 


25 


ATOM 


1123 


3HZ 


LYS A 


78153. 277 


-8. 595 




ATOM 


1124 


N 


ALA A 


79155. 201 


-3. 502 




ATOM 


1125 


CA 


ALA A 


79154. 780 


-2. 198 




ATOM 


1126 


C 


ALA A 


79154. 611 


-2. 214 




ATOM 


1127 


0 


ALA A 


79155. 588 


-2. 325 
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0. 412 1. 00 0. 00 H 

1. 127 1. 00 0. 00 H 
0. 753 1. 00 0. 00 H 
4. 666 1. 00 0. 00 N 
4. 795 1. 00 0. 00 C 

4. 383 1. 00 0. 00 C 

5. 017 1. 00 0. 00 0 

6. 234 1. 00 0. 00 C 
6. 726 1. 00 0. 00 C 
8. 194 1. 00 0. 00 C 

8. 365 1. 00 0. 00 C 

9. 629 1. 00 0. 00 N 
4. 816 1. 00 0. 00 H 
4. 138 1. 00 0. 00 H 
6. 886 1. 00 0. 00 H 
6. 296 1. 00 0. 00 H 
6. 143 1. 00 0. 00 H 

6. 598 1. 00 0. 00 H 
8. 687 1. 00 0. 00 H 

8. 645 1. 00 0. 00 H 

7. 530 1. 00 0. 00 H 

8. 378 1. 00 0. 00 H 

9. 480 1. 00 0. 00 H 

9. 941 1. 00 0. 00 H 

10. 376 1. 00 0. 00 H 
3. 317 1. 00 0. 00 N 
2. 821 1. 00 0. 00 C 
1. 306 1. 00 0. 00 C 
0. 564 1. 00 0. 00 0 
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^ 969 W 

ATOM 1128 CB ALA A 79155. 783 -1.130 3.231 1.00 0. 00 C 

ATOM 1129 H ALA A 79155.919 -3.981 2.854 1.00 0. 00 H 

ATOM 1130 HA ALA A 79153.829 -1.959 3.277 1.00 0. 00 H 

ATOM 1131 1HB ALA A 79155.800 -1.045 4.308 1.00 0. 00 H 

5 ATOM 1132 2HB ALA A 79155.496 -0.181 2.800 1.00 0. 00 H 

ATOM 1133 3HB ALA A 79156.766 -1.404 2.877 1. 00 0. 00 H 

ATOM 1134 N LEU A 80153.367 -2.104 0.853 1.00 0. 00 N 

ATOM 1135 CA LEU A 80153.069 -2.107 -0.575 1.00 0. 00 C . 

ATOM 1136 C LEU A 80152.263 -0.873 -0.964 1.00 0. 00 C 

10 ATOM 1137 0 LEU A 80151.180 -0.634 -0.430 1.00 0.00 0 

ATOM 1138 CB LEU A 80152.301 -3.375 -0.954 1.00 0. 00 C 

ATOM 1139 CG LEU A 80151.870 -3.458 -2.419 1.00 0. 00 C 

ATOM 1140 CD 1 LEU A 80153.080 -3.657 -3.320 1.00 0. 00 C 

ATOM 1141 CD2 LEU A 80150.867 -4.584 -2.615 1.00 0. 00 C 

15 ATOM 1142 H LEU A 80152.631 -2.020 1.493 1.00 0. 00 H 

ATOM 1143 HA LEU A 80154.008 -2.092 -1.110 1.00 0. 00 H 

ATOM 1144 1HB LEU A 80152.927 -4.228 -0.734 1.00 0. 00 H 

ATOM 1145 2HB LEU A 80151.416 -3.432 -0.339 1.00 0. 00 H 

ATOM 1146 HG LEU A 80151.393 -2.531 -2.701 1.00 0. 00 H 

20 ATOM 1147 1HD1 LEU A 80153.819 -4.251 -2.805 1.00 0. 00 H 

ATOM 1148 2HD1 LEU A 80153.502 -2.695 -3.573 1.00 0. 00 H 

ATOM 1149 3HD1LEUA 80152.775 -4.164 -4.224 1.00 0. 00 H 

ATOM 1150 1HD2 LEU A 80150.987 -5.007 -3.602 1.00 0. 00 H 

ATOM 1151 2HD2 LEU A 80149.865 -4.195 -2.510 1.00 0. 00 H 

25 ATOM 1152 3HD2 LEU A 80151.036 -5.351 -1.873 1.00 0. 00 H 

ATOM 1153 N PHE A 81152.797 -0.093 -1.898 1.00 0. 00 N 

ATOM 1154 CA PHE A 81152.126 1.117 -2.359 1.00 0. 00 C 

ATOM 1155 C PHE A 81151.269 0.830 -3.589 1.00 0. 00 C 
ATOM 1156 0 PHE A 81151.629 0.006 -4.429 1.00 0.00 0 
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CB PHE A 81153.153 2.204 -2.682 1.00 0. 00 C 

CG PHE A 81153.880 2.720 -1.472 1. 00 0. 00 C 

CD 1 PHE A 81153.473 3.888 -0.849 1.00 0. 00 C 

CD2 PHE A 81154.971 2.035 -0.960 1.00 0. 00 C 

CE1 PHE A 81154.140 4.365 0.264 1. 00 0. 00 C 

CE2 PHE A 81155. 642 2. 508 0. 152 1. 00 0. 00 C 

CZ PHE A 81155.226 3.673 0.764 1.00 0. 00 C 

H PHE A 81153.662 -0.337 -2.287 1.00 0. 00 H 

HA PHE A 81151.485 1.465 -1.562 1.00 0. 00 H 

1HB PHE A 81153.887 1.805 -3.365 1.00 0. 00 H 

2HB PHE A 81152.649 3.038 -3.148 1.00 0. 00 H 

HD1 PHE A 81152.624 4.429 -1.239 1.00 0. 00 H 

HD2 PHE A 81155. 296 1.124 -1.438 1.00 0. OA H 

HE1 PHE A 81153.814 5.277 0.740 1.00 0. 00 H 

HE2 PHE A 81156.491 1.965 0.542 1.00 0. 00 H 

HZ PHE A 81155.749 4.044 1.634 1.00 0. 00 H 

N YAL A 82150.136 1.517 -3.687 1.00 0. 00 N 

CA VAL A 82149.229 1.335 -4.815 1.00 0. 00 C 

C VAL A 82148.350 2.565 -5.016 1.00 0. 00 C 

0 VAL A 82148.273 3.435 -4.148 1.00 0.00 0 

CB VAL A 82148.328 0.102 -4.618 1.00 0. 00 C 

1178 CGI VAL A 82149.141 -1.178 -4.733 1.00 0. 00 C 

CG2 VAL A 82147.615 0.170 -3.276 1.00 0. 00 C 

H VAL A 82149.904 2.160 -2.986 1.00 0. 00 H 

HA VAL A 82149.826 1.182 -5.701 1.00 0. 00 H 

HB VAL A 82147.581 0.099 -5.398 1.00 0. 00 H 

1183 1HG1 VAL A 82149.833 -1.241 -3.907 1.00 0. 00 H 

1184 2HG1 VAL A 82149.689 -1.174 -5.664 1.00 0. 00 H 

1185 3HG1 VAL A 82148.477 -2.029 -4.712 1.00 0. 00 H 





ATOM 


1157 




ATOM 


1158 




ATOM 


1159 




ATOM 


1160 


5 


ATOM 


1161 




ATOM 


1162 




ATOM 


1163 




ATOM 


1164 




ATOM 


1165 


10 


ATOM 


1166 




ATOM 


1167 : 




ATOM 


1168 




ATOM 


1169 




ATOM 


1170 


15 


ATOM 


1171 




ATOM 


1172 




ATOM 


1173 




ATOM 


1174 




ATOM 


1175 


20 


ATOM 


1176 




ATOM 


1177 




ATOM 


1178 




ATOM 


1179 




ATOM 


1180 


25 


ATOM 


1181 




ATOM 


1182 




ATOM 


1183 




ATOM 


1184 




ATOM 


1185 
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1. 168 -3. 124 1. 00 0. 00 H 
-0. 070 -2. 486 1. 00 0. 00 H 
-0. 537 -3. 265 1. 00 0.00 H 

2. 631 -6. 167 1. 00 0. 00 N 

3. 755 -6. 484 1. 00 0. 00 C 
3.760 -5. 582 1.00 0.00 C 

2. 788 -5. 534 1. 00 0. 00 0 

3. 697 -7. 951 1. 00 0. 00 C 
3. 777 -8. 928 1. 00 0. 00 C 

3. 447 -10. 345 1. 00 0. 00 C 

4. 326 -11. 366 1. 00 0. 00 C 

3. 576 -12. 607 1. 00 0. 00 N 
1.907 -6.819 1.00 0. 00 H 

4. 665 -6. 316 1. 00 0. 00 H 

2. 768 -8. 125 1. 00 0. 00 H 

4. 521 -8. 152 1. 00 0. 00 H 
4.779 -8.912 1.00 0. 00 H 

3. 076 -8. 624 1. 00 0. 00 H 
2.414 -10. 553 1. 00 0.00 H 

3. 600 -10. 425 1. 00 0. 00 H 

5. 151 -11. 620 1. 00 0. 00 H 

4. 708 -10. 927 1. 00 0. 00 H 
4. 150 -13. 214 1. 00 0. 00 H 

3. 349 -13. 134 1. 00 0. 00 H 
2. 690 -12. 368 1. 00 0. 00 H 

4. 864 -4. 868 1. 00 0. 00 N 

5. 003 -3. 966 1. 00 0. 00 C 
4. 838 -4. 717 1. 00 0. 00 C 
4. 290 -4. 184 1. 00 0. 00 0 





ATOM 


1186 


1HG2 VAL A 


891/17 998 




ATOM 


1187 


2HG2 


VAL A 


891/18 Q 1 1 
oc, 14o. oil 




ATOM 

XIX U 111 


1188 3HG2 VAL A 


89i/ifi ann 

0 6 140. 5UU 




ATOM 

Al V/IU 


1189 


N 


LYS A 


ool4i. boy 


5 


ATOM 

A 1 U1VI 


1190 


CA 


LYS A 

MJ X %J i K 


RO. 1 / G O 1 £ 

oo 140. o 10 




ATOM 

A 1 Uitt 


1191 


c 


LYS A 

xj x *j ix 


COG 

oo 140. bob 




ATOM 

A 1 v/lYl 


1192 


0 


LYS A 

Jul u rx 


QQ1/f/f OOO 

oo 144. 000 




ATOM 

A 1 UlU 


1193 


CB 


LYS A 

Xj l \j A 


oo 14b. OO ( 




ATOM 

A 1 Will 


1194 


CG 


LYS A 

Xj 1 O A 


00 1/17 C AO 

oo 14 (. o4o 


10 

X u 


ATOM 

ill UlYl 


1195 

1 1 wU 


CD 


TYS A 

Li 1 O A 


ooi4/. iuy 




ATOM 


1196 


CE 


TYS A 

HO A 


001/17 O 1 O 

ool4f. 812 




ATOM 

A I U1V1 


1197 

X X %J I 


N7 


TYS A 

JU 1 O A 


ooi/io i a n 
ool48. 149 




ATOM 
a lulu 


1198 

X 1 kJ \J 


H 


TYS A 

xj 1 O A 


00147. 792- 




ATOM 
a 1 \Jm 


1199 

J. J. *J o 


HA 

11A 


TYS A 

Xj L O A 


OO 1 ;17 071 

ool47. 371 


x 0 


ATOM 

a1 U1Y1 


1200 


1HR 

1 ILL) 


TYS A 

Xj 1 O A 


0 0 1 A C 0£?0 

ool4o. 862 




ATOM 
a 1 U1V1 


1201 
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-3. 273 L 00 0. 00 C 

-2. 379 1. 00 0. 00 C 

-1. 078 1. 00 0. 00 C 

-2. 104 1. 00 0. 00 C 

-4.951 1.00 0. 00 H 

-3. 218 1. 00 0. 00 H 

-2. 668 1. 00 0. 00 H 

-4. 034 1. 00 0. 00 H 

-2. 888 1. 00 0. 00 H 

-0. 613 1. 00 0. 00 H 

-0. 412 1. 00 0. 00 H 

-1. 282 1. 00 0. 00 H 

-3. 034 1. 00 0. 00 H 

-1. 639 1. 00 0. 00 H 

-1. 443 1. 00 0. 00 H 

-5. 956 1. 00 0. 00 N 

-6. 780 1. 00 0. 00 C 

-7. 067 1. 00 0. 00 C 

-7. 310 1. 00 0. 00 0 

-8. 094 1. 00 0. 00 C 

-8. 896 1. 00 0. 00 C 

-9. 549 1. 00 0. 00 C 

10. 458 1. 00 0. 00 C 

10. 956 1. 00 0. 00 N 

-6. 326 1. 00 0. 00 H 

-6. 232 1. 00 0. 00 H 

-8. 702 1. 00 0. 00 H 

-7. 874 1. 00 0. 00 H 

-8. 236 1. 00 0. 00 H 
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-9. 666 1. 00 0. 00 H 

10. 135 1. 00 0. 00 H 

-8. 777 1. 00 0. 00 H 

-9. 904 1. 00 0. 00 H 

11.301 1.00 0.00 H 

11.021 1.00 0.00 H 

10. 308 1. 00 0. 00 H 

11.898 1.00 0.00 H 

-7. 038 1. 00 0. 00 N 

-7. 294 1. 00 0. 00 C 

-5. 991 1. 00 0. 00 C 

-5. 938 1. 00 0. 00 0 

-8. 207 1. 00 0. 00 C 

-9. 531 1. 00 0. 00 0 

-6. 838 1. 00 0. 00 H 

-7. 791 1. 00 0. 00 H 

-7. 830 1. 00 0. 00 H 

-8. 222 1. 00 0. 00 H 

-9. 509 1. 00 0. 00 H 

-4. 940 1. 00 0. 00 N 

-3. 636 1. 00 0. 00 C 

-3. 243 1. 00 0. 00 C 

-3. 652 1. 00 0. 00 0 

-2. 573 1. 00 0. 00 C 

-2.662 1.00 0.00 S 

-5. 046 1. 00 0. 00 H 

-3. 702 1. 00 0. 00 H 

-2. 687 1. 00 0. 00 H 

-1. 594 1. 00 0. 00 H 
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2. 249 1. 00 0. 00 H 

2. 450 1. 00 0. 00 N 

2. 004 1. 00 0. 00 C 

•0. 478 1. 00 0. 00 C 

0. 152 1. 00 0. 00 0 

■2. 610 1. 00 0. 00 C 

-3. 905 1. 00 0. 00 C 

-3. 642 1. 00 0. 00 C 

-4. 726 1. 00 0. 00 N 

-5. 928 1. 00 0. 00 C 

-6. 205 1. 00 0. 00 N 

-6. 857 1. 00 0. 00 N 

-2. 158 1. 00 0. 00 H 

-2. 346 1. 00 0. 00 H 

-2. 809 1. 00 0. 00 H 

-1. 896 1. 00 0. 00 H 

-4. 442 1. 00 0. 00 H 

-4. 503 1. 00 0. 00 H 

-2. 724 1. 00 0. 00 H 

-3. 536 1. 00 0. 00 H 

-4. 549 1. 00 0. 00 H 

-5. 509 1. 00 0. 00 H 

-7.110 1.00 0. 00 H 

-6. 655 1.00 0. 00 H 

-7. 761 1. 00 0. 00 H 

0. 142 1. 00 0. 00 N 
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2. 172 1.00 0. 00 C 
1. 720 1. 00 0. 00 0 



WO 2004/016781 

975 





ATOM 

A10M 


1 o a n 

1302 


AT» 

CB 


Tin A A 

PRO A 


OAioc a a n 

89135. 947 


A A A A 

0. 404 




A THAI 

AlOM 


1 O A O 

1303 


A A 

CG 


nn a A 

PRO A 


oai or no a 

89135. 784 


l. 254 




A TAHf 

ATOM 


1 O A A 

1304 


ATV 

CD 


AAA A 

PRO A 


89136. 397 


A A O 1 

0. 481 




A TAUI 

ATOM 


1305 


TT A 

HA 


T\T» A A 

PRO A 


n ft 1 n ft nr? 1 

89138. 071 


0. 198 


5 


ATOM 


1 o a n 

1306 


1 TTTl 

lHB 


TkTl A A 

PRO A 


89135. 142 


-0. 311 




ATOM 


1307 


A TTTl 

2HB 


PRO A 


89136. Oil 


1. 003 




A f AH 

ATOM 


1 O Aft 

1308 


•1 TTA 

1HG 


T"V TV /-v A 

PRO A 


O ft H ft A rj ft ft 

89134. 733 


1. 426 




ATOM 


1 ft a a 

1309 


2HG 


PRO A 


o ft i 0 n 0 ft ft 

89136. 300 


2. 192 




ATOM 


13 10 


1HD 


PRO A 


89135. 657 


-0. 144 


10 


ATOM 


1311 


2HD 


PRO A 


89136. 845 


1. 153 




ATOM 


1312 


N 


ASP A 


90138. 017 


-2. 028 




ATOM 


1313 


CA 


ASP A 


90138. 036 


-3. 340 




ATOM 


1314 


C 


ASP A 


tf\ /"\ « /-V #-T AAA 

90137. 323 


-3. 300 




ATOM 


1315 


0 


ASP A 


90137. 873 


-2. 820 


15 


ATOM 


1316 


CB 


ASP A 


90139. 477 


-3. 819 




ATOM 


1317 


CG 


ASP A 


90139. 595 


-5. 329 




ATOM 


1318 


0D1 


ASP A 


90138. 798 


-5. 963 




ATOM 


1319 


0D2 


ASP A 


90140.-484 


-5. 879 




ATOM 


1320 


H 


ASP A 


90138. 632 


-1. 333 


a ft 

20 


ATOM 


1321 


HA 


ASP A 


90137. 517 


-4. 029 




ATOM 


1 o ft a 

1322 


■t TTTl 

1HB 


ASP A 


90140. 092 


-3. 402 




ATOM 


1 o a o 

1323 


ft TTTl 

2HB 


ASP A 


90139. 842 


-3. 479 




ATOM 


1324 


XT 

N 


OT*»T\ A 

SER A 


91136. 093 


-3. 806 




ATOM 


1 o o r 

1325 


A A 

CA 


SER A 


91135. 304 


-3. 827 


25 


ATOM 


1326 


C 


SER A 


91135. 387 


-5. 191 




ATOM 


1327 


0 


SER A 


91134. 473 


-5. 595 




ATOM 


1328 


CB 


SER A 


91133. 844 


-3. 489 




ATOM 


1329 


0G 


SER A 


91133. 229 


-2. 842 




ATOM 


1330 


H 


SER A 


91135. 708 


-4. 173 



0^ PCT/JP2003/010288 

1. 818 1. 00 0. 00 C 
0. 607 1. 00 0. 00 C 
0. 526 1. 00 0. 00 C 

2. 085 1. 00 0. 00 H 
1.912 1.00 0.00 H 
2.714 1.00 0. 00 H 
0. 418 1. 00 0. 00 H 

0. 744 1. 00 0. 00 H 

1. 003 1. 00 0. 00 H 
■1. 242 1. 00 0. 00 H 

3. 171 1. 00 0. 00 N 
3. 807 1. 00 0. 00 C 

5. 154 1. 00 0. 00 C 

6. 145 1. 00 0. 00 0 
3. 993 1. 00 0. 00 C 
3. 941 1. 00 0. 00 C 

3. 219 1. 00 0. 00 0 

4. 626 1. 00 0. 00 0 
3. 488 1. 00 0. 00 H 
3. 158 1. 00 0. 00 H 

3. 209 1. 00 0. 00 H 

4. 951 1. 00 0. 00 H 

5. 183 1. 00 0. 00 N 

6. 409 1. 00 0. 00 C 

7. 088 1. 00 0. 00 C 
7. 806 1. 00 0. 00 0 

6. 104 1. 00 0. 00 C 

7. 204 1. 00 0. 00 0 
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WO 2004/016781 

w 976 





ATOM 


1331 


HA 


SER A 


91135. 706 


-3. 080 




ATOM 


1332 1HB 


SER A 


91133. 799 


-2. 835 




ATOM 


1333 2HB 


SER A 


91133. 305 


-4. 400 




ATOM 


1334 


HG 


SER A 


91132. 507 


-3. 385 


5 


ATOM 


1335 


XT 

N 


ARG A 


92136. 490 


-5. 898 




ATOM 


1336 


CA 


ARG A 


92136. 689 


-7. 217 




ATOM 


1337 


C 


ARG A 


92136. 792 


-7. 125 




ATOM 


1338 


0 


ARG A 


92136. 442 


-8. 066 




ATOM 


1339 


CB 


ARG A 


92137.950 


-7. 867 


10 


ATOM 


1340 


CG 


ARG A 


92137. 698 


-8. 693 




ATOM 


1341 


CD 


ARG A 


92138. 690 


-9. 839 




ATOM 


1342 


NE 


ARG A 


92138. 461 


-10. 869 




ATOM 


1343 


CZ 


ARG A 


92139. 262 


-11. 916 




ATOM 


1344 


NH1 


ARG A 


92140. 342 


-12. 076 


15 


ATOM 


1345 


NH2 


ARG A 


92138. 981 


-12. 806 




ATOM 


1346 


H 


ARG A 


92137. 184 


-5. 525 




ATOM 


1347 


HA 


ARG A 


92135. 835 


-7. 826 




ATOM 


1348 


1HB 


ARG A 


92138. 663 


-7. 092 




ATOM 


1349 


2HB 


ARG A 


92138. 380 


-8. 514 


20 


ATOM 


1350 


1HG 


ARG A 


92136. 699 


-9. 099 




ATOM 


1351 


2HG 


ARG A 


92137. 792 


-8. 055 




ATOM 


1352 


1HD 


ARG A 


92138. 591 


-10. 282 




ATOM 


1353 


2HD 


ARG A 


92139. 690 


-9. 447 




ATOM 


1354 


HE 


ARG A 


92137. 670 


-10. 775 


25 


ATOM 


1355 


1HH1 ARG A 


92140. 560 


-11. 409 




ATOM 


1356 


2HH1 ARG A 


92140. 940 


-12. 865 




ATOM 


1357 


1HH2 ARG A 


92138. 168 


-12. 689 




ATOM 


1358 


2HH2 ARG A 


92139. 582 


-13. 593 




ATOM 


1359 


N 


PHE A 


93137. 276 


-5. 988 



PCT/JP2003/010288 

7. 076 1. 00 0. 00 H 

5. 247 1. 00 0. 00 H 

5. 891 1. 00 0. 00 H 
7. 531 1. 00 0. 00 H 

6. 857 1. 00 0. 00 N 

7. 447 1. 00 0. 00 C 

8. 966 1. 00 0. 00 C 

9. 679 1. 00 0. 00 0 
6. 877 1. 00 0. 00 C 
5. 627 1. 00 0. 00 C 

5. 507 1. 00 0. 00 C 

6. 518 1. 00 0. 00 N 

6. 704 1. 00 0. 00 C 

5. 949 1. 00 0. 00 N 

7. 646 1. 00 0. 00 N 

6. 276 1. 00 0. 00 H 
7.192 LOO 0. 00 H 
6.633 1.00 0. 00 H 

7. 629 1. 00 0. 00 H 
5.671 1.00 0. 00 H 
4. 760 1. 00 0. 00 H 

4. 527 1. 00 0. 00 H 

5. 625 1. 00 0. 00 H 
7. 088 1. 00 0. 00 H 

5. 237 1. 00 0. 00 H 

6. 094 1. 00 0. 00 H 
8.216 1.00 0. 00 H 

7. 785 1. 00 0. 00 H 
9. 456 1. 00 0. 00 N 
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11. 407 1. 00 0. 00 C 

12. 407 1. 00 0. 00 0 
11. 213 1. 00 0. 00 C 

10. 855 1. 00 0. 00 C 
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104116. 072 


-22. 675 


11. 542 


1. 00 


0. 00 C 


ATOM 


1507 


0 GLY A 


104116. 483 


-23. 712 


10. 980 


1. 00 


0. 00 0 


ATOM 


1508 


OXT GLY A 


104114. 940 


-22. 579 


12. 059 


1. 00 


0. 00 0 


ATOM 


1509 


H GLY A 


104117. 151 


-21. 597 


13. 706 


1. 00 


0. 00 H 


ATOM 


1510 


IHA GLY A 


104116. 579 


-20. 685 


10. 988 


1. 00 


0. 00 H 


ATOM 


1511 


2HA GLY A 


104117. 957 


-21. 753 


11. 198 


1. 00 


0. 00 H 


TER 


1512 GLY A 104 












ENDMDL 

















±L&M7&lMMm 1 9 



ATOM 1 


N 


GLY A 


ATOM 2 


CA 


GLY A 


ATOM 3 


C 


GLY A 


ATOM 4 


0 


GLY A 


ATOM 5 


1H 


GLY A 


ATOM 6 


2H 


GLY A 


ATOM 7 


3H 


GLY A 


ATOM 8 


IHA 


GLY A 


ATOM 9 


2HA 


GLY A 


ATOM 10 


N 


SER A 


ATOM11 


CA 


SER A 


ATOM 12 


C 


SER A 


ATOM 13 


0 


SER A 


ATOM 14 


CB 


SER A 


ATOM 15 


OG 


SER A 


ATOM 16 


H 


SER A 


AT0M17 


HA 


SER A 


AT0M18 


1HB 


SER A 



1126.529 -1.144 

1126.599 -1.450 

1125.953 -0.373 

1126.369 -0.136 

1125.581 -1.364 

1127.228 -1.712 

1126.727 -0.136 

1126.097 -2.388 

1127.635 -1.546 

2124.932 0.278 

2124.226 1.335 

2125.161 2.498 

2126. 142 2. 339 

2123.618 0.789 

2122.293 0.332 

2124.647 0.042 

2123.431 1.692 

2124.216 -0.036 



18.709 1.00 0. 00 N 

20. 165 1. 00 0. 00 C 

21. 015 1. 00 0. 00 C 

22. 148 1. 00 0. 00 0 
18. 343 1. 00 0. 00 H 
18.191 1.00 0. 00 H 

18. 545 1. 00 0. 00 H 
20. 349 1. 00 0. 00 H 
20. 452 1. 00 0. 00 H 

20. 466 1. 00 0. 00 N 

21. 181 1. 00 0. 00 C 

21. 496 1. 00 0. 00 C 

22. 223 1. 00 0. 00 0 
22. 474 1. 00 0. 00 C 
22. 262 1. 00 0. 00 0 

19. 559 1. 00 0. 00 H 

20. 542 1. 00 0. 00 H 
22. 830 1. 00 0. 00 H 



WO 2004/016781 

AT0M19 2HB 
AT0M20 HG 
AT0M21 N 
AT0M22 CA 

5 AT0M23 C 
AT0M24 0 
ATOM25 CB 
AT0M26 OG 
AT0M27 H 

10 AT0M28 HA 
ATOM29 1HB 
AT0M30 2HB 
AT0M31 HG 
ATOM32 N 

15 AT0M33 CA 
AT0M34 C 
AT0M35 0 
AT0M36 H 
AT0M37 1HA 

20 AT0M38 2HA 
AT0M39 N 
AT0M40 CA 
AT0M41 C 
AT0M42 0 

25 AT0M43 CB 
AT0M44 OG 
AT0M45 H 
AT0M46 HA 
AT0M47 1HB 




SER A 2123. 601 1. 571 

SERA 2121.788 1.012 

SERA 3124.851 3.667 

SERA 3125.664 4.858 

SERA 3127.085 4.650 

SER A 3127. 935 4. 096 

SERA 3125.695 5.208 

SERA 3125.726 6.612 

SERA 3124.057 3.731 

SERA 3125.213 5.673 

SERA 3124.812 4.812 

SERA 3126.575 4.776 

SERA 3126.154 6.812 

GLY A 4127. 336 5. 096 

GLY A 4128. 655 4. 950 

GLY A 4128. 942 6. 004 

GLY A 4128. 099 6. 854 

GLY A 4126. 620 5. 528 

GLY A 4129. 396 5. 026 

GLY A 4128. 728 3. 974 

SERA 5130.137 5.949 

SER A 5130. 535 6. 906 

SERA 5129.867 6.585 

SERA 5129.360 7.476 

SERA 5132.056 6.906 

SERA 5132. 669 7. 794 

SERA 5130.767 5.247 

SERA 5130.217 7. 887 

SERA 5132.435 5.910 
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23.219 1.00 0. 00 H 

21.810 1.00 0. 00 H 

20. 945 1. 00 0. 00 N 

21. 168 1. 00 0. 00 C 

20. 653 1. 00 0. 00 C 

21. 352 1. 00 0. 00 0 

22. 657 1. 00 0. 00 C 

22. 849 1. 00 0. 00 0 
20. 375 1. 00 0. 00 H 
20. 624 1. 00 0. 00 H 

23. 136 1. 00 0. 00 H 
23. 108 1. 00 0. 00 H 
23. 685 1. 00 0. 00 H 
19. 427 1. 00 0. 00 N 

18. 841 1. 00 0. 00 C 
17. 790 1. 00 0. 00 C 

17. 506 1. 00 0. 00 0 
18.917 1.00 0. 00 H 

19. 622 1. 00 0. 00 H 

18. 384 1. 00 0. 00 H 
17. 210 1. 00 0. 00 N 
16. 184 1. 00 0. 00 C 
14. 851 1. 00 0. 00 C 
14. 170 1. 00 0. 00 0 
16. 019 1. 00 0. 00 C 

16. 936 1. 00 0. 00 0 

17. 479 1. 00 0. 00 H 
16. 506 1. 00 0. 00 H 
16. 193 1. 00 0. 00 H 
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W 




984 






AT0M48 : 


2HB 


SER A 


5132. 305 


7. 216 


15. 015 




AT0M49 


HG 


SER A 


5133. 495 


8. 116 


16. 568 




ATOM50 


N 


SER A 


6129. 869 


5. 307 


14. 487 




AT0M51 


CA 


SER A 


6129. 263 


4. 869 


13. 235 


5 


ATOM52 


C 


SER A 


6129. 935 


5. 539 


12. 041 




AT0M53 


0 


SER A 


6130. 714 


6. 479 


12. 201 




AT0M54 


CB 


SER A 


6127. 764 


5. 181 


13.233 




ATOM55 


OG 


SER A 


6127. 128 


4. 621 


12. 097 




ATOM56 


H 


SER A 


6130. 288 


4. 644 


15. 073 


10 


AT0M57 


HA 


SER A 


6129. 399 


3. 801 


13. 157 




AT0M58 


1HB 


SER A 


6127. 312 


4. 770 


14. 122 




AT0M59 


2HB 


SER A 


6127. 622 


6. 252 


13. 219 




AT0M60 


HG 


SER A 


6127. 148 


3. 663 


12. 158 




AT0M61 


N 


GLY A 


7129. 628 


5. 049 


10. 844 


15 


ATOM62 


CA 


GLY A 


7130. 212 


5. 613 


9. 641 




AT0M63 


C 


GLY A 


7129. 263 


6. 548 


8. 919 




AT0M64 


0 


GLY A 


7128. 048 


6. 481 


9. 110 




ATOM65 


H 


GLY A 


7129. 001 


4. 299 


10. 778 




AT0M66 


1HA 


GLY A 


7131. 104 


6. 159 


9. 909 


20 


AT0M67 


2HA 


GLY A 


7130. 482 


4. 808 


8. 974 




AT0M68 


N 


LEU A 


8129. 818 


7.424 


8. 087 




AT0M69 


CA 


LEU A 


8129. 013 


8. 378 


7. 333 




AT0M70 


C 


LEU A 


8128. 849 


7. 929 


5. 885 




AT0M71 


0 


LEU A 


8127. 830 


8. 202 


5. 252 


25 


AT0M72 


CB 


LEU A 


8129. 654 


9.766 


7. 379 




AT0M73 


CG 


LEU A 


8129. 368 


10. 571 


8. 648 




AT0M74 


CD1 LEU A 


8130. 443 


11. 625 


8. 866 




AT0M75 


CD 2 LEU A 


8127. 993 


11.217 


8. 568 




AT0M76 


H 


LEU A 


8130. 792 


7. 429 


7. 977 
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1. 00 0. 00 H ' 

1. 00 0. 00 H 

1. 00 0. 00 N 

1. 00 0. 00 C 

1. 00 0. 00 c 

1. 00 0. 00 0 

1.00 0.00 c 

1. 00 0. 00 0 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0.00 H 

1. 00 0. 00 N 

1.00 0.00 c 

1. 00 0. 00 c 

1. 00 0. 00 0 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 H 

1. 00 0. 00 N 

1. 00 0. 00 c 

1. 00 0. 00 c 

1. 00 0.00 0 

1. 00 0. 00 c 

1. 00 0. 00 c 

1. 00 0.00 c 

1. 00 0. 00 c 

1. 00 0. 00 H 
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AT0M77 HA LEU A 8128.038 8.427 7.795 1.00 0. 00 H 
AT0M78 1HB LEU A 8130.725 9.648 7.286 1.00 0. 00 H 
ATOM79 2HB LEU A 8129.297 10.334 6.532 1.00 0. 00 H 
ATOM80 HG LEU A 8129.376 9.904 9.498 1.00 0. 00 H 
5 AT0M81 1HD1 LEU A 8130.599 11.766 9.926 1.00 0. 00 H 
ATOM82 2HD1 LEU A 8130. 128 12.558 8.422 1.00 0.00 H 
ATOM83 3HD1 LEU A 8131.363 11.300 8.406 1.00 0. 00 H 
AT0M84 1HD2 LEU A 8127. 246 10. 518 8. 916 1. 00 0. 00 H 
ATOM85 2HD2 LEU A 8127. 782 11. 489 7. 545 1. 00 0. 00 H 

10 ATOM86 3HD2 LEU A 8127.974 12.102 9.188 1.00 0. 00 H 
ATOM87 N ALA A 9129.860 7.236 5.368 1.00 0. 00 N 
AT0M88 CA ALA A 9129.829 6.747 3.994 1.00 0. 00 C 
ATOM89 C ALA A 9129.756 7.901 3.001 1.00 0. 00 C 
ATOM90 0 ALA A 9128.813 8.693 3.021 1.00 0.00 0 

15 AT0M91 CB ALA A 9128.652 5. 803 3.796 1.00 0. 00 C 
AT0M92 H ALA A 9130.644 7.050 5.924 1.00 0. 00 H 
AT0M93 HA ALA A 9130.739 6.192 3.819 1.00 0. 00 H 
AT0M94 1HB ALA A 9128.337 5.416 4.753 1.00 0. 00 H 
AT0M95 2HB ALA A 9128.951 4.985 3.158 1.00 0. 00 H 

20 AT0M96 3HB ALA A 9127.834 6.339 3.337 1.00 0. 00 H 
AT0M97 N MET A 10130.756 7.990 2.131 1.00 0. 00 N 
ATOM98 CA MET A 10130.807 9.048 1.127 1.00 0. 00 C 
AT0M99 C MET A 10130.920 8.458 -0.277 1.00 0. 00 C 
ATOM 100 0 MET A 10132.008 8.408 -0.852 1.00 0.00 0 

25 ATOM 101 CB MET A 10131.989 9.981 1.398 1.00 0. 00 C 
ATOM 102 CG MET A 10132.125 10.382 2.858 1.00 0. 00 C 
ATOM 103 SD MET A 10132.698 12.078 3.062 1.00 0. 00 S 
ATOM 104 CE MET A 10132.906 12.155 4.839 1.00 0. 00 C 
ATOM 105 H MET A 10131.479 7.328 2.163 1.00 0. 00 H 



WO 2004/016781 A 

~ 986 





a taxi 

ATOM 


1 A O 

106 


TT A 

HA 


MET 


A 


1 A 1 O A O A A 

10129. 890 


A 1? 1 O 

9. 613 




ATOM 


•f ft rt 

107 


lHB 


MET 


A 


1 ft 1 o n ft rv r\ 

10 132. 900 


ft A ft P 

9. 486 




ATOM 


1 ft o 

108 


ft f TT\ 

2HB 


MET 


A 


•i ft 1 ft 1 ft/14 

10131. 864 


10. 880 




A Tf\ll 

ATOM 


■1 ft ft 
109 


lHG 


MET 


A 


•i ft -i ft •* "l/%i 

10131. 161 


10. 283 


5 


A TAlf 

ATOM 


lift 

110 


2HG 


MET 


A 


10132. 831 


9. 718 




ATOM 


111 


lHE 


MET 


A 


10133. 016 


13. 184 




ATOM 


112 


2HE 


MET 


A 


10133. 787 


11. 598 




ATOM 


113 


3HE 


MET 


A 


10132. 039 


11. 726 




ATOM 


114 


N 


PRO 


A 


11129. 792 


8. 005 


10 


ATOM 


115 


CA 


PRO 


A 


11129. 771 


7. 417 




ATOM 


116 


C 


PRO 


A 


11130. 295 


8. 381 




ATOM 


117 


0 


PRO 


A 


11131. 120 


8. 003 




ATOM 


118 


CB 


PRO 


A 


11128. 292 


7. 101 




ATOM 


119 


CG 


PRO 


A 


11127. 661 


7. 081 


15 


ATOM 


120 


CD 


PRO 


A 


11128. 455 


8. 028 




ATOM 


121 


HA 


PRO 


A 


11130. 346 


6. 504 




ATOM 


122 


lHB 


PRO 


A 


11127. 858 


7. 865 




ATOM 


123 


2HB 


PRO 


A 


11128. 207 


6. 140 




ATOM 


124 


lHG 


PRO 


A 


11126. 639 


7. 416 


20 


ATOM 


125 


2HG 


PRO 


A 


11 127. 701 


6. 083 




ATOM 


126 


lHD 


PRO 


A 


11128. 030 


9. 019 




ATOM 


127 


2HD 


PRO 


A 


11128. 495 


7. 671 




A mAif 

ATOM 


128 


N 


PRO 


A 


12129. 828 


9. 644 




A TAXI 

ATOM 


i ft t\ 

129 


CA 


t\t\ r\ 

PRO 


A 


12130. 269 


10. 649 


25 


ATOM 


130 


C 


PRO 


A 


12131. 785 


10. 805 




ATOM 


131 


0 


PRO 


A 


12132. 363 


11. 262 




ATOM 


132 


CB 


PRO 


A 


12129. 605 


11. 940 




ATOM 


133 


CG 


PRO 


A 


12128. 436 


11. 491 




ATOM 


134 


CD 


PRO 


A 


12128. 847 


10. 194 
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1. 194 1. 00 0. 00 H 

1. 096 1. 00 0. 00 H 
0. 811 1. 00 0. 00 H 
3. 336 1. 00 0. 00 H 
3. 335 1. 00 0. 00 H 
5. 146 1. 00 0. 00 H 
5. 123 1. 00 0. 00 H 
5. 321 1. 00 0. 00 H 
0. 850 1. 00 0. 00 N 

2. 193 1. 00 0. 00 C 

3. 257 1. 00 0. 00 C 
•4. 089 1. 00 0. 00 0 
•2. 440 1. 00 0. 00 C 
■1. 088 1. 00 0. 00 C 
•0. 234 1. 00 0. 00 C 
■2. 230 1. 00 0. 00 H 
•3. 068 1. 00 0. 00 H 
-2. 926 1. 00 0. 00 H 
■1. 161 1. 00 0.00 H 
-0. 680 1. 00 0. 00 H 
-0. 272 1. 00 0. 00 H 
0. 785 1. 00 0. 00 H 
-3. 248 1. 00 0. 00 N 
-4. 221 1. 00 0. 00 C 
-4. 236 1. 00 0. 00 C 
-5. 222 1. 00 0. 00 0 
-3. 737 1. 00 0. 00 C 
-2. 931 1. 00 0. 00 C 
-2. 294 1. 00 0. 00 C 
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ATOM 

ill UlU 


1 w 


I1A 


ppo a 

rJvU A 


1 9 1 90 GO 9 

izizy. yzo 


1 A A 1 0 

ID. 41o 


c o 1 n 

-5. 217 


1 A A 

L 00 


A A A TT 

0. 00 H 




ATOM 


100 


luD 


pph a 

rlvU A 


1 9 1 9 A 9 AC 
IZloU. OUO 


10 C AC 

1Z. oUo 


O 1 A O 

-3. 138 


1 A A 

L 00 


A t\ f\ TT 

0. 00 H 




ATOM 


1 37 

1 0 ( 


9TTB 


pph a 

rKU A 


10100 OOyl 

izizy. Z94 


10 C 0 A 
1Z. 00U 


A COP 

-4. 586 


1 A A 

l. 00 


A f\ /\ TT 

0. 00 H 




ATfiM 


1 °.R 

100 


Ixlur 


pph a 

rKU A 


10100 0A7 

IZlZo. ZUf 


10 0 0 c 

1Z. Z2o 


A i n a 

-2. 173 


1 A A 

1. 00 


0. 00 H 


c. 


ATOM 


i oy 


9Wn 


PPH A 

rKU A 


10107 COO 

lZlZf. ooZ 


11 no? 

11. 337 


-3. 576 


1. 00 


0. 00 H 




ATOM 
AlUlu 


1 A(\ 
14U 


1Ufl 
liiD 


"Don a 
rKU A 


i o 1 o A one 

iziz9. oOo 


1 A A H f* 

10. 376 


-1. 332 


1. 00 


0. 00 H 




ATOM 
AlUM 


1 A 1 
141 


9un 


DDfi A 

rKU A 


lZlZf. 996 


A f~ a r\ 

9. 540 


A 1 r\ 1 

-2. I9l 


1. 00 


0. 00 H 




ATOM 


1/19 
14Z 


M 
IN 


pt v a 
bLY A 


1 0 1 0 O /IOC 

loloZ. 4Zo 


1 A A O 1 

10. 421 


A t n r 

-3. 135 


1. 00 


0. 00 N 




ATOM 
A1UM 


140 


PA 
LA 


PT V A 

bLY A 


10100 OCA 

loloo. 869 


i A ro/? 

10. 526 


O A A 1 

-3. 04 1 


1. 00 


0. 00 c 


1 u 


ATOM 
A1UM 


1 A A 
144 


p 


PT V A 

bLY A 


i O 1 0 >l r i| o 

13134. 548 


A 1 n 1 

9. I7l 


-3. Oil 


1. 00 


0. 00 c 




ATOM 

Alum 


1 A C 
140 


U 


PT V A 

bLY A 


1 O 1 O A O A P 

13134. 346 


8. 390 


-2. 08 1 


1. 00 


0. 00 0 




ATOM 
A1UM 


1 /I ft 

140 


u 
n 


PT V A 

bLY A 


1 0 1 O 1 f\l 1 

13131. 911 


10. 064 


-2. 379 


1. 00 


0. 00 H 




ATOM 
A1UM 


1 A 7 
14l 


1 UA 

111A 


PT V A 

bLY A 


10 10/1 nor 

13134, 235 


11 A n 1 

ll. 081 


-3. 893 


1. 00 


0. 00 H 




A1UM 


1 A Q 

14o 


QUA 

ZHA 


PT V A 

bLY A 


1 O 1 O A 1 O 1 

13 1 34. 121 


ll. 064 


-2. 140 


1. 00 


0. 00 H 


ID 


ATOM 


1 A G 

149 


M 

JN 


ACM A 

AoN A 


14135. 355 


8. 893 


-4. 030 


1. 00 


0. 00 N 




ATfiM 
A1UM 


lou 


P A 

LA 


A C\T A 

AbN A 


14136. 070 


7. 624 


-4. I2l 


1. 00 


0. 00 C 




ATOM 


1 C 1 

1 0 1 


p 


ACM A 

AbW A 


1 yi 1 nr f\nr 

14135. 095 


6. 455 


-4. 250 


1. 00 


0. 00 C 




ATfiM 


1 C 0 

loZ 


U 


ACM A 

AoJN A 


14134. 876 


5. 936 


-5. 343 


1. 00 


0. 00 0 




ATOM 
Alum 


1 C 9 

loo 


PD 


ACM A 

AaN A 


14136. 968 


rr inn 

7. 426 


-2. 897 


1. 00 


0. 00 c 




ATOM 
Alum 


104 


PP 

lb 


ACM A 

AbN A 


lyflOO ocn 

14 id8. 359 


7. 995 


-3. 103 


1. 00 


0. 00 c 
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A1UM 


ICC 

loo 


A TV 1 
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ACM A 

AolN A 


i /l i OA a 1 n 

14139. 010 


7. 725 


-4. Ill 


1. 00 


0. 00 0 
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A1U1VL 


loo 
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A CM A 

AbJN A 


1/1190 001 

141oo. oZl 


O 17 A A 

8. 788 


-2. 142 


1. 00 


0. 00 N 




ATOM 
Al Urn 


1 57 
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u 
n 


A CM A 

AoJN A 


1/I19C AH A 

141oo. 474 


A r pa 

9. 559 


-4. 739 


1. 00 


0. 00 H 




ATOM 


1 c,o 
1 Do 


UA 

HA 


A QKT A 
AolN A 


1 A 1 9fi con 
14100. 0o9 


7. 657 


-5. 007 


1 A A 

l. 00 


0. 00 H 


£ 0 


ATOM 

A lulu 


1 RQ 
i oy 


ihd 


A QM A 
AolN A 


1 A 1 9 ft CO 1 
14 loO. OZ 1 


*7 A 1 A 

7. 9 19 


A f\ A T 

-2. 047 


1 A A 

1. 00 


0. 00 H 




a Tmi 

ATOM 


inn 

160 


O TTA 


a HIT A 

ASN A 


1 /inn a — — . 

14137. 057 


6. 370 


-2. 691 


1. 00 


0. 00 H 




ATOM 


161 


1HD2 


ASN A 


14138. 247 


8. 959 


-1. 367 


1. 00 


0. 00 H 




ATOM 


162 


2HD2 


ASN A 


14139.718 


9. 169 


-2. 249 


1. 00 


0. 00 H 




ATOM 


163 


N 


SER A 


15134. 515 


6. 046 


-3. 127 


1. 00 


0. 00 N 
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ATOM 


164 


CA 


SER 


A 


15133. 565 


4. 939 




ATOM 


165 


C 


SER 


A 


15132. 890 


4. 813 




ATOM 


166 


0 


SER 


A 


15131. 665 


4. 742 




ATOM 


167 


CB 


SER 


A 


15134. 272 


3. 631 


5 


ATOM 


168 


OG 


SER 


A 


15134. 250 


3. 404 




ATOM 


169 


H 


SER 


A 


15134. 729 


6. 499 




ATOM 


170 


HA 


SER 


A 


15132. 810 


5. 145 




ATOM 


171 


1HB 


SER 


A 


15135. 300 


3. 679 




ATOM 


172 


2HB 


SER 


A 


15133. 775 


2. 810 


10 


ATOM 


173 


HG 


SER 


A 


15133. 395 


3. 050 




ATOM 


174 


N 


HIS 


A 


16133. 700 


4. 782 




ATOM 


175 


CA 


HIS 


A 


16133. 181 


4. 663 




ATOM 


176 


C 


HIS 


A 


16133. 957 


5. 561 




ATOM 


177 


0 


HIS 


A 


16133. 368 


6. 325 


15 


ATOM 


178 


CB 


HIS 


A 


16133. 256 


3. 209 




ATOM 


179 


CG 


HIS 


A 


16132. 082 


2. 382 




ATOM 


180 


ND1 


HIS 


A 


16130. 777 


2. 815 




ATOM 


181 


CD2 


HIS 


A 


16132. 021 


1. 141 




ATOM 


182 


CE1 


HIS 


A 


16129. 965 


1. 876 


20 


ATOM 


183 


NE2 


HIS 


A 


16130. 694 


0. 851 




ATOM 


184 


H 


HIS 


A 


16134. 668 


4. 842 




ATOM 


185 


HA 


HIS 


A 


16132. 148 


4. 976 




ATOM 


186 


1HB 


HIS 


A 


16134. 147 


2. 752 




ATOM 


187 


2HB 


HIS 


A 


16133. 305 


3. 190 


25 


ATOM 


188 


HD1 


HIS 


A 


16130. 490 


3. 681 




ATOM 


189 


HD2 


HIS 


A 


16132. 860 


0. 498 




ATOM 


190 


HE1 


HIS 


A 


16128. 886 


1. 937 




ATOM 


191 


HE2 


HIS 


A 


16130. 349 


0. 055 




ATOM 


192 


N 


GLY 


A 


17135. 281 


5. 462 



PCT/JP2003/010288 

3. 117 1. 00 0. 00 C 

1. 754 1. 00 0. 00 C 

1. 661 1. 00 0. 00 0 

3. 474 1. 00 0. 00 C 

4. 872 1. 00 0. 00 0 

2. 284 1. 00 0. 00 H 

3. 860 1. 00 0. 00 H 
3. 146 1. 00 0. 00 H 
2. 979 1. 00 0. 00 H 

5. 126 1. 00 0. 00 H 
0. 700 1. 00 0. 00 N 

0. 658 1. 00 0. 00 C 

1. 616 1. 00 0. 00 C 

2. 381 1. 00 0. 00 0 

1. 128 1. 00 0. 00 C 
0. 704 1. 00 0. 00 C 
0.814 1.00 0. 00 N 
0. 165 1. 00 0. 00 C 
0. 363 1. 00 0. 00 C 
•0. 037 1. 00 0. 00 N 
0. 839 1. 00 0. 00 H 
0. 646 1. 00 0. 00 H 

0. 723 1. 00 0. 00 H 

2. 207 1. 00 0. 00 H 

1. 170 1. 00 0. 00 H 
0. 063 1. 00 0. 00 H 
0. 326 1. 00 0. 00 H 

0. 493 1. 00 0. 00 H 

1. 570 1. 00 0. 00 N 



WO 2004/016781 

989 





ATOM 


193 


CA 


GLY A 


17136. 116 


6. 270 




ATOM 


194 


C 


GLY A 


17137. 527 


5. 730 




ATOM 


195 


0 


GLY A 


17137. 929 


5. 249 




ATOM 


196 


H 


GLY A 


17135. 695 


4. 835 


5 


ATOM 


197 


1HA 


GLY A 


17136. 159 


7. 275 




ATOM 


198 


2HA 


GLY A 


17135. 670 


6. 300 




ATOM 


199 


N 


LEU A 


18138. 281 


5. 808 




ATOM 


200 


CA 


LEU A 


18139. 656 


5. 322 




ATOM 


201 


C 


LEU A 


18140. 620 


6. 402 


10 


ATOM 


202 


0 


LEU A 


18141. 030 


7. 271 




ATOM 


203 


CB 


LEU A 


18140. 044 


4. 868 




ATOM 


204 


CG 


LEU A 


18139. 195 


3. 731 




ATOM 


205 


CD1 


LEU A 


18139. 488 


3. 537 




ATOM 


206 


CD 2 


LEU A 


18139. 449 


2. 442 


15 


ATOM 


207 


H 


LEU A 


18137. 904 


6. 201 




ATOM 


208 


HA 


LEU A 


18139. 716 


4. 477 




ATOM 


209 


1HB 


LEU A 


18139. 963 


5. 717 




ATOM 


210 


2HB 


LEU A 


18141. 073 


4. 545 




ATOM 


211 


HG 


LEU A 


18138. 150 


3. 983 


20 


ATOM 


212 


1HD1 


LEU A 


18139. 057 


4. 351 




ATOM 


213 


2HD1 


LEU A 


18139. 059 


2. 603 




ATOM 


214 


3HD1 LEU A 


18140. 556 


3. 519 




ATOM 


215 


1HD2 LEU A 


18138. 540 


1. 857 




ATOM 


216 


2HD2 


LEU A 


18139. 758 


2. 678 


25 


ATOM 


217 


3HD2 


LEU A 


18140. 225 


1. 876 




ATOM 


218 


N 


GLU A 


19140. 977 


6. 339 




ATOM 


219 


CA 


GLU A 


.19141. 893 


7. 311 




ATOM 


220 


C 


GLU A 


19142. 846 


6. 637 




ATOM 


221 


0 . 


GLU A 


19142. 725 


5. 444 



PCT/JP2003/010288 

2. 439 1. 00 0. 00 C 

2. 556 1. 00 0. 00 C 

3. 616 1.00 0. 00 0 

0. 940 1. 00 0. 00 H 

2. 045 1. 00 0. 00 H 

3. 423 1. 00 0. 00 H 

1. 465 1. 00 0. 00 N 
1. 450 1. 00 0. 00 C 
1. 933 1. 00 0. 00 C 
1. 163 1. 00 0. 00 0 
0. 041 1. 00 0. 00 C 
-0. 529 1. 00 0. 00 C 
-2. 008 1. 00 0. 00 C 

0. 239 1. 00 0. 00 C 

0. 650 1. 00 0. 00 H 

2.119 1.00 0. 00 H 

-0. 622 1. 00 0. 00 H 

0. 060 1. 00 0. 00 H 

-0. 427 1. 00 0. 00 H 

-2. 571 1. 00 0. 00 H 

-2. 341 1. 00 0. 00 H 

-2. 165 1. 00 0. 00 H 

0. 270 1. 00 0. 00 H 

1. 246 1. 00 0. 00 H 
-0. 253 1. 00 0. 00 H 

3.211 1.00 0. 00 N 

3. 797 1. 00 0. 00 C 

4.778 1.00 0. 00 C 

5. 056 1. 00 0. 00 0 



WO 2004/016781 

w 990 





ATOM 


222 


CB 


GLU A 


19141. 110 


8.417 




ATOM 


223 


CG 


GLU A 


19140. 122 


7. 896 




ATOM 


224 


CD 


GLU A 


19140. 471 


8. 328 




ATOM 


225 


0E1 


GLU A 


19140. 621 


7. 444 


5 


ATOM 


226 


0E2 


GLU A 


19140. 593 


9. 548 




ATOM 


227 


H 


GLU A 


19140. 616 


5. 622 




ATOM 


228 


HA 


GLU A 


19142. 469 


7. 748 




ATOM 


229 


1HB 


GLU A 


19141. 808 


9. 073 




ATOM 


230 


2HB 


GLU A 


19140. 561 


8. 984 


10 


ATOM 


231 


1HG 


GLU A 


19139. 139 


8. 272 




ATOM 


232 


2HG 


GLU A 


19140. 114 


6.817 




ATOM 


233 


N 


VAL A 


20143. 793 


7. 409 




ATOM 


234 


CA 


VAL A 


20144. 767 


6. 887 




ATOM 


235 


C 


VAL A 


20144. 077 


6. 297 


15 


ATOM 


236 


0 


VAL A 


20143. 175 


6. 909 




ATOM 


237 


CB 


VAL A 


20145. 752 


7. 981 




ATOM 


238 


CGI 


VAL A 


20146. 849 


7. 389 




ATOM 


239 


CG2 VAL A 


20146. 345 


8. 696 




ATOM 


240 


H 


VAL A 


20143. 838 


8. 353 


20 


ATOM 


241 


HA 


VAL A 


20145. 330 


6. 108 




ATOM 


242 


HB 


VAL A 


20145. 208 


8. 705 




ATOM 


243 


1HG1 


VAL A 


20147. 749 


7. 978 




ATOM 


244 


2HG1 YAL A 


20147. 046 


6. 373 




ATOM 


245 


3HG1 


VAL A 


20146. 532 


7. 395 


25 


ATOM 


246 


1HG2 VAL A 


20146. 395 


8.014 




ATOM 


247 


2HG2 VAL A 


20147. 339 


9. 044 




ATOM 


248 


3HG2 VAL A 


20145. 722 


9. 539 




ATOM 


249 


N 


GLY A 


21144. 509 


5. 104 




ATOM 


250 


CA 


GLY A 


21143. 922 


4. 453 



0^ PCT/JP2003/010288 

4. 507 1. 00 0. 00 C 

5. 539 1. 00 0. 00 C 

6. 951 1. 00 0. 00 C 

7. 820 1. 00 0. 00 0 
7. 186 1. 00 0. 00 0 
3. 774 1. 00 0. 00 H 

2. 995 1. 00 0. 00 H 
5. 005 1. 00 0. 00 H 

3. 769 1. 00 0. 00 H 
5. 298 1. 00 0. 00 H 
5. 499 1. 00 0. 00 H 

5. 300 1. 00 0. 00 N 

6. 251 1. 00 0. 00 C 

7. 478 1. 00 0. 00 C 

8. 049 1. 00 0. 00 0 

6. 705 1. 00 0. 00 C 

7. 575 1. 00 0. 00 C 
5. 500 1. 00 0. 00 C 
5. 041 1. 00 0. 00 H 
5. 758 1. 00 0. 00 H 
7. 294 1. 00 0. 00 H 
7. 472 1. 00 0. 00 H 

7. 266 1. 00 0. 00 H 

8. 609 1. 00 0. 00 H 
4.665 1.00 0. 00 H 
5. 741 1. 00 0. 00 H 
5.239 1.00 0. 00 H 
7. 877 1. 00 0. 00 N 

9. 033 1.00 0. 00 C 



WO 2004/016781 




991 





ATOM 


251 


c 


GLY A 


nil/in 0/17 

21142. 847 


9 A r. A 

3. 454 




ATOM 


nro 

252 


0 


GLY A 


O 1 1 A O C 1 

21142. 616 


O A1 (\ 

2. 479 




ATOM 


nrn 

253 


H 


m XT A 

GLY A 


a i i j r 001 

2 1 145. 231 


4. 664 




ATOM 


O C A 

254 


1 TT A 

1HA 


m XT A 

GLY A 


ft 1 1 A A 1-7 ft A 

21144. 700 


3. 939 


r— 

5 


A T All 

ATOM 


o r r 

255 


ft TT A 

2HA 


GLY A 


ft 1 1 a ft a n n 

2H43. 486 


i— ft ft n 

5. 205 




ATOM 


ft n /» 
256 


XT 

N 


SER A 


ft ft i A ft 1 ft ft 

22142. 190 


3. 695 




ATOM 


ft r* ry 

257 


CA 


SER A 


ft ft i a i inr* 

22141. 135 


2. 808 




ATOM 


ft r" ft 

258 


C 


ft T"*T% A 

SER A 


ft ft 1 AH Tftft 

22 14 1- 722 


1. 621 




ATOM 


ft r* ft 

259 


0 


SER A 


ft ft 1 An ft r> a 

22142. 824 


1. 701 


10 


ATOM 


260 


CB 


SER A 


ft ft -1 A ft ^ f\ A 

22140. 164 


3. 572 




ATOM 


261 


OG 


SER A 


22139. 4ll 


4. 514 




ATOM 


262 


H 


SER A 


22142. 420 


4. 488 




ATOM 


263 


HA 


SER A 


22140. 599 


2. 440 




ATOM 


264 


1HB 


SER A 


22140. 721 


4. 097 


15 


ATOM 


265 


2HB 


SER A 


22139. 484 


2. 874 




ATOM 


266 


HG 


SER A 


22139. 102 


4. 107 




ATOM 


267 


N 


LEU A 


23140. 979 


0. 519 




ATOM 


268 


CA 


LEU A 


23141. 426 


-0. 685 




ATOM 


269 


C 


LEU A 


23140. 955 


-0. 688 


20 


ATOM 


ft f7 ft 

270 


0 


LEU A 


23139. 917 


-0. 113 




ATOM 


271 


CB 


LEU A 


23140. 909 


-1. 932 




ATOM 


272 


CG 


LEU A 


23141. 123 


-1. 943 




A rpftlf 

ATOM 


r» n o 

273 


CD1 


LEU A 


ftftl A ft ft ft A 

23140. 024 


ft rr ft ft 

-2. 738 




A rp /"V W 

ATOM 


ft T A 

274 


CD2 LEU A 


ft ft 1 A ft A ft ft 

23142. 490 


ft r" i ft 

-2. 518 


o r 

25 


ATOM 


275 


H 


LEU A 


ft ft i A ft 11ft 

23140. no 


ft r* i ft 

0. 516 




ATOM 


276 


HA 


LEU A 


23142. 506 


-0. 694 




ATOM 


277 


1HB 


LEU A 


23139. 849 


-2. 019 




ATOM 


278 


2HB 


LEU A 


23141. 406 


-2. 795 




ATOM 


279 


HG 


LEU A 


23141. 084 


-0. 930 



aA^ PCT/JP2003/010288 

8. 652 1. 00 0. 00 C 

9. 367 1. 00 0. 00 0 
7. 383 1. 00 0. 00 H 
9. 577 1. 00 0. 00 H 
9. 674 1. 00 0. 00 H 
7. 523 1. 00 0. 00 N 
7. 047 1. 00 0. 00 C 
6. 290 1. 00 0. 00 C 

5. 748 I. 00 0. 00 0 

6. 146 1. 00 0. 00 C 
6. 891 1. 00 0. 00 0 

6. 996 1. 00 0. 00 H 

7. 909 1. 00 0. 00 H 
5. 384 1. 00 0. 00 H 

5. 679 1. 00 0. 00 H 
7. 703 1. 00 0. 00 H 

6. 258 1. 00 0. 00 N 

5. 568 1. 00 0. 00 C 

4. 116 1.00 0.00 C 
3. 790 1. 00 0. 00 0 

6. 287 1. 00 0. 00 C 

7. 801 1. 00 0. 00 C 

8. 489 1. 00 0. 00 C 
8. 139 1. 00 0. 00 C 
6. 709 1. 00 0. 00 H 

5. 583 1. 00 0. 00 H 

6. 092 1. 00 0. 00 H 
5. 869 1. 00 0. 00 H 
8. 171 1. 00 0.00 H 



WO 2004/016781 

W 992 





ATOM 


280 


1HD1 


T TMT A 

LEU A 


ft ft 1 ft A 100 

23139. 188 


-2. 087 




ATOM 


281 


2HD1 


LEU A 


ft ft i A A A ft ft 

23140. 403 


O 1 CA 

-3. 150 




ATOM 


282 


3HD1 


LEU A 


n A 1 A A F7 /\ ft 

23139. 702 


o r a 1 

-3. 541 




ATOM 


283 


1HD2 


LEU A 


23143. 155 


ft ft ft r" 

-2. 385 


5 


ATOM 


284 


2HD2 LEU A 


23142. 394 


-3. 570 




ATOM 


285 


Shut 


T T?TT K 

LbU A 


23142. 893 


-2. 004 




ATOM 


286 


"NT 

N 


ATA A 

ALA A 


24141. 724 


-l. 339 




ATOM 


287 


CA 


ATA A 

ALA A 


24141. 385 


-l. 418 




ATOM 


288 


c 


ATA A 

ALA A 


24142. 041 


-2. 628 


10 


ATOM 


289 


0 


ATA A 

ALA A 


24143. 016 


-3. 174 




ATOM 


290 


CB 


ATA A 

ALA A 


24141. 802 


-0. 139 




ATOM 


291 


TT 

H 


AT A A 

ALA A 


24142. 540 


-l. 778 




ATOM 


292 


TT A 

HA 


ATA A 

ALA A 


24140. 313 


-l. 513 




ATOM 


293 


1HB 


AT A A 

ALA A 


24140. 980 


0. 563 


15 


ATOM 


294 


ft TTT* 

2HB 


AT A A 

ALA A 


24142. 068 


-0. 367 




ATOM 


295 


ft TTTl 

3HB 


ATA A 

ALA A 


24142. 652 


0. 294 




ATOM 


296 


N 


r*T TT A 

GLU A 


25141. 498 


-3. 042 




ATOM 


297 


P A 

CA 


r«T TT A 

GLU A 


25142. 029 


-4. 188 




ATOM 


298 


C 


n TT A 

GLU A 


25142. 552 


-3. 765 


20 


ATOM 


299 


U 


PT TT A 

GLU A 


25142. 262 


-2. 666 




ATOM 


300 


CB 


GLU A 


25140. 950 


-5. 26 1 




ATOM 


301 


CG 


GLU A 


25141. 492 


-6. 603 




ATOM 


302 


CD 


GLU A 


25140. 474 


-7. 720 




ATOM 


303 


0E1 


GLU A 


25139. 261 


-7. 428 


25 


ATOM 


304 


0E2 


GLU A 


25140. 89 1 


-8. 886 




ATOM 


305 


H 


GLU A 


25140. 721 


-2. 564 




ATOM 


306 


HA 


GLU A 


25142. 847 


-4. 597 




ATOM 


307 


1HB 


GLU A 


25140. 457 


-5. 406 




ATOM 


308 


2HB 


GLU A 


25140.225 


-4. 9 19 



A^^ PCT/JP2003/010288 

8. 700 1. 00 0. 00 H 

9. 412 1. 00 0. 00 H 
7. 843 1. 00 0. 00 H 

7. 298 1. 00 0. 00 H 

8. 361 1. 00 0. 00 H 

9. 000 1. 00 0. 00 H 
3. 251 1. 00 0. 00 N 
1. 835 1. 00 0. 00 C 
1. 179 1. 00 0. 00 C 
1. 693 1. 00 0. 00 0 
1. 123 1. 00 0. 00 C 
3. 572 1. 00 0. 00 H 
1. 755 1. 00 0. 00 H 
1. 133 1. 00 0. 00 H 

0. 101 1. 00 0. 00 H 

1. 628 1. 00 0. 00 H 
0. 039 1. 00 0. 00 N 

-0. 691 1. 00 0. 00 C 

-2. 060 1. 00 0. 00 C 

-2. 533 1. 00 0. 00 0 

-0. 853 1. 00 0. 00 C 

-1. 318 1. 00 0. 00 C 

-1. 184 1. 00 0. 00 C 

-1. 239 1. 00 0. 00 0 

-1. 025 1. 00 0. 00 0 

-0. 322 1. 00 0. 00 H 

-0.116 1.00 0. 00 H 

0. 097 1. 00 0. 00 H 

-1.576 1.00 0. 00 H 



WO 2004/016781 PCT/JP2003/010288 

W 993 W 

ATOM 309 1HG GLU A 25141.779 -6.522 -2.355 1.00 0. 00 H 

ATOM 310 2HG GLU A 25142.358 -6.852 -0.724 1.00 0. 00 H 

ATOM 311 N VAL A 26143.325 -4.643 -2.692 1.00 0. 00 N 

ATOM 312 CA VAL A 26143.887 -4.358 -4.006 1.00 0. 00 C 

5 ATOM 313 C VAL A 26143.611 -5.497 -4.981 1.00 0. 00 C 

ATOM 314 0 VAL A 26143.746 -6.670 -4.634 1.00 0.00 0 

ATOM 315 CB VAL A 26145.407 -4.122 -3.927 1. 00 0. 00 C 

ATOM 316 CGI VAL A 26145.941 -3.628 -5.263 1.00 0. 00 C 

ATOM 317 CG2 VAL A 26145.737 -3.136 -2.817 1.00 0. 00 C 

10 ATOM 318 H VAL A 26143.521 -5.503 -2.264 1.00 0. 00 H 

ATOM 319 HA VAL A 26143.423 -3.457 -4. 380 1.00 0. 00 H 

ATOM 320 HB VAL A 26145.887 -5.062 -3.699 1.00 0. 00 H 

ATOM 321 1HG1 VAL A 26145.299 -3.976 -6.058 1.00 0. 00 H 

ATOM 322 2HG1 VAL A 26146.941 -4.011 -5.414 1.00 0. 00 H 

15 ATOM 323 3HG1 VAL A 26145.966 -2.549 -5.265 1.00 0. 00 H 

ATOM 324 1HG2 VAL A 26145.399 -2.150 -3.097 1.00 0. 00 H 

ATOM 325 2HG2 VAL A 26146.805 -3.118 -2.657 1.00 0. 00 H 

ATOM 326 3HG2 VAL A 26145.242 -3.441 -1.907 1.00 0. 00 H 

ATOM 327 N LYS A 27143.225 -5.144 -6.202 1.00 0. 00 N 

20 ATOM 328 CA LYS A 27142.931 -6.138 -7.228 1.00 0. 00 C 

ATOM 329 C LYS A 27144. 213 -6. 784 -7. 743 1. 00 0. 00 C 

ATOM 330 0 LYS A 27144.796 -6.331 -8.729 1.00 0.00 0 

ATOM 331 CB LYS A 27142.165 -5.494 -8.386 1.00 0. 00 C 

ATOM 332 CG LYS A 27140.656 -5.617 -8.258 1.00 0. 00 C 

25 ATOM 333 CD LYS A 27139.937 -4.761 -9.289 1.00 0. 00 C 

ATOM 334 CE LYS A 27138.651 -4.173 -8.729 1.00 0. 00 C 

ATOM 335 NZ LYS A 27137.511 -4.327 -9.674 1.00 0. 00 N 

ATOM 336 H LYS A 27143.137 -4.192 -6.420 1.00 0. 00 H 

ATOM 337 HA LYS A 27142.313 -6.901 -6.780 1.00 0. 00 H 





WO 2004/016781 

ATOM 338 


i 

1HB 


> 

LYS A 


27142.417 


994 

-4. 445 




ATOM 


339 2HB 


LYS A 


27142. 466 


-5. 968 




ATOM 


340 


1HG 


LYS A 


27140. 374 


-6. 649 




ATOM 


341 


2HG 


LYS A 


27140. 361 


-5. 297 


5 


ATOM 


342 


1HD 


LYS A 


27140. 588 


-3. 954 




ATOM 


343 


2HD 


LYS A 


27139. 699 


-5. 372 




ATOM 


344 


1HE 


LYS A 


27138.411 


-4. 677 




ATOM 


345 


2HE 


LYS A 


27138. 807 


-3. 121 




ATOM 


346 


1HZ 


LYS A 


27137. 204 


-5. 320 


10 


ATOM 


347 


2HZ 


LYS A 


27137. 797 


-4. 036 




ATOM 


348 


3HZ 


LYS A 


27136. 711 


-3. 737 




ATOM 


349 


N 


GLU A 


28144. 647 


-7. 844 




ATOM 


350 


CA 


GLU A 


28145. 860 


-8. 555 




ATOM 


351 


C 


GLU A 


28145. 671 


-10.063 


15 


ATOM 


352 


0 


GLU A 


28144. 752 


-10. 520 




ATOM 


353 


CB 


GLU A 


28147. 042 


-8. 086 




ATOM 


354 


CG 


GLU A 


28148. 215 


-7. 571 




ATOM 


355 


CD 


GLU A 


28149. 010 


-8. 687 




ATOM 


356 


0E1 


GLU A 


28149. 929 


-9. 220 


20 


ATOM 


357 


0E2 


GLU A 


28148. 712 


-9. 029 




ATOM 


358 


H 


GLU A 


28144. 138 


-8. 155 




ATOM 


359 


HA 


GLU A 


28146. 062 


-8. 326 




ATOM 


360 


1HB 


GLU A 


28146. 707 


-7. 291 




ATOM 


361 


2HB 


GLU A 


28147. 387 


-8. 911 


25 


ATOM 


362 


1HG 


GLU A 


28147. 840 


-6. 920 




ATOM 


363 


2HG 


GLU A 


28148. 872 


-7. Oil 




ATOM 


364 


N 


ASN A 


29146. 545 - 


-10. 831 




ATOM 


365 


CA 


ASN A 


29146. 468 - 


•12. 286 




ATOM 


366 
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2. 396 1. 00 0. 00 N 
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4. 343 1. 00 0. 00 0 
3. 993 1. 00 0. 00 C 
3. 336 1. 00 0. 00 C 

3. 404 1. 00 0. 00 C 
2. 647 1. 00 0. 00 C 
2. 806 1. 00 0. 00 C 
2. 047 1. 00 0. 00 C 
2. 128 1. 00 0. 00 C 

1. 531 1. 00 0. 00 0 

2. 965 1. 00 0. 00 H 

2. 240 1. 00 0. 00 H 

4. 446 1. 00 0. 00 H 
4. 764 1. 00 0. 00 H 

3. 937 1. 00 0. 00 H 
2. 585 1. 00 0. 00 H 

2. 870 1. 00 0. 00 H 
1. 516 1. 00 0. 00 H 
1. 103 1. 00 0. 00 H 

3. 720 1. 00 0. 00 N 

4. 387 1. 00 0. 00 C 
4. 719 1. 00 0. 00 C 

4. 363 1. 00 0. 00 0 
3. 237 1. 00 0. 00 H 

5. 303 1. 00 0. 00 H 
3. 744 1. 00 0. 00 H 



WO 2004/016781 




PCT/JP2003/010288 





ATflM 
AlUM 


404 


JN 


VAT A 

VAL A 


9 R 1 A Q ICQ 

ool4o. loo 


1 009 

-l. yyz 


C X AC 

o. 4ub 


1 AH 
1. 00 


U. UU IN 




ATOM 


A £G 
400 


P A 

tA 


VAT A 

VAL A 


9 C 1 A c cno 

ooi4o. buy 


A 7 A A 

-0. (44 


C 707 

b. (Of 


1 A A 
1. 00 


n a a p 




AlUM 


X C fi 
400 


A 

L 


VAT A 

VAL A 


oo 14th Zoo 


A A C 7 

0. 4b ( 


C IOC 

b. lob 


1 AA 
1. 00 


fi A A P 
U. UU L 




ATOM 
AlUM 


X C 7 

4b I 


A 

U 


V AT A 

VAL A 


9 C 1 X 7 X G E 
00 14(. 400 


A X A 7 

0. 44 ( 


C A 9 7 

b. Oo f 


1 A A 
1. 00 


n a a n 
U. UU U 


b 


A1UM 


X E 0 

4bo 


AD 


VAT A 

VAL A 


0 Q 1 A Q AC A 

obl4b. 4o4 


A COC 

-0. boo 


7 9 9 A 

7. oZO 


1 A A 

1. 00 


A A A P 

U. U0 L 




A THAI 


4b9 


LLrl 


V A T A 

VAL A 


o n 1 a c occ 

obl4b. obo 


A C A A 

-0. b44 


7 AAA 

7. 909 


1 A A 

1. 00 


AAA P 

0. 00 L 




A THM 
AlUM 


A C A 

4bO 


PP9 

LGZ 


V A T A 

VAL A 


0 C 1 A A CCO 

obl44. obo 


A CCA 

0. obO 


*7 7 A /J 

7. 704 


1 A A 

1. 00 


A A A P 
0. U0 I 




AlUM 


X C 1 

461 


TT 

rl 


\T AT A 

VAL A 


9 C 1 A 7 AAO 

o5147. 09Z 


9 1 A O 

-Z. 143 


C C C 1 

5. oo 1 


1 A A 

1. 00 


A A A II 

0. 00 H 




ATOM 


X C 9 

4oZ 


II A 

HA 


17 A T A 

VAL A 


o c 1 a a Ana 

35144. 496 


-0. 767 


C A 1 O 

5. 412 


1 A A 

1. 00 


A A A II 

0. 00 H 


1 a 
10 


ATOM 


vl C O 

463 


HB 


VAL A 


35144. 943 


1 a a c 

-1. 445 


7. 731 


1 A A 

l. 00 


0. 00 H 




A TAXI 

AlUM 


a a a 

464 


1HG1 


VAL A 


35147. 558 


A rtrn 

-0. 950 


H 1 A C 

7. 195 


1 A A 

l. 00 


ft ft ft TT 

0. 00 H 




A tam 

AiOM 


a c c 

465 


2HG1 


VAL A 


35146. 884 


1 1 O 1 

-l. 131 


o A 1 r* 

8. 815 


1 OA 

l. 00 


A A A TT 

0. 00 H 




A TAM 

ATOM 


466 


3HG1 VAL A 


or i jf? i oo 

35147. 122 


A A rj ft 

0. 479 


O 1 O A 

8. 134 


1 A A 

l. 00 


A A A TT 

0. 00 H 




A TAHJT 

ATOM 


467 


1HG2 VAL A 


O C 1 A A TO /I 

35144. 784 


0. 847 


8. 761 


1 A A 

1. 00 


A A A TT 

0. 00 H 


15 


A TAHf 

ATOM 


A O O 

468 


2HG2 


VAL A 


nr i <in POO 

35143. 623 


A H 1 1 

0. 51 1 


7. 476 


1 A A 

l. 00 


A Aft TT 

0. 00 H 




A TAIL! 

ATOM 


469 


3HG2 


VAL A 


Or i i r f\ a -t 

35145. 041 


1 r~ ft n 

l. 506 


7. 146 


1 ft ft 

l. 00 


ft ft ft TT 

0. 00 H 




A TAM 

AiOM 


/i n a 

470 


N 


ILE A 


36145. 471 


l. 489 


A O O A 

4. 839 


1 A A 

l. 00 


A A A XT 

0. 00 N 




A TAHJT 

AiOM 


47 1 


CA 


ILE A 


36146. 040 


ft A ft rr 

2. 697 


a or ii 

4. 254 


1 A A 

l. 00 


A A A A 

0. 00 c 




A TAM 

ATOM 


A TO 

472 


C 


ILE A 


n /* i a n a o o 

36146. 923 


3. 427 


5. 259 


1 A A 

1. 00 


A Aft ft 

0. 00 c 


OA 

Z0 


A THM 

ATOM 


473 


0 


ILE A 


36146. 554 


o coo 

3. 588 


a Ann 

6. 423 


1 A A 

l. 00 


ft ft ft ft 

0. 00 0 




A TAM 

AlUM 


/I 7 /I 

4(4 


CB 


ILE A 


O C 1 A A A A A 

obl44. 940 


o c c c 

3. 656 


3. 758 


1 A A 

1. 00 


A A A A 

0. 00 c 




A TAM 

AlUM 


/I 7 C 

475 


CGI 


ILE A 


9 C 1 /I 9 AylC 

36143. 946 


O A 1 1 

2. 911 


O O f* A 

2. 864 


1 A A 

l. 00 


A A A ft 

0. 00 c 




A TAM 

AlUM 


y|7C 

4(fa 


CG2 


ILE A 


o e i a c cue 

ool45. boo 


A O 9 A 

4. 830 


9 A 1 1 

3. Oil 


1 A A 

1. 00 


ft ft ft ft 

0. 00 c 




A TAlif 
AlUM 


X 77 

4(7 


CD1 


ILE A 


9 C 1 X 9 0/19 

3bl4Z. 84Z 


9 7 A 9 

o. 792 


O 9 OA 

2. 320 


1 A A 

1. 00 


ft A A A 

0. 00 c 


9 c 
ZD 


at am 
AlUM 


X 70 

4(0 


H 


ILE A 


9 C 1 X X C A 9 

00144. bUZ 


1 A 97 

1. 4o7 


a no o 

4. 9oZ 


1. 00 


A A A TT 

0. 00 H 




ATOM 


479 


HA 


ILE A 


36146. 642 


2. 404 


3. 405 


1. 00 


0. 00 H 




ATOM 


480 


HB 


ILE A 


36144.417 


4. 045 


4. 620 


1. 00 


0. 00 H 




ATOM 


481 


1HG1 


ILE A 


36144. 475 


2. 488 


2. 024 


1. 00 


0.00 H 




ATOM 


482 


2HG1 


ILE A 


36143. 487 


2. 116 


3. 433 


1. 00 


0. 00 H 



WO 2004/016781 4^ 

W 999 





ATOM 


483 


1HG2 


ILE A 


36145. 023 


5. 736 




ATOM 


484 


2HG2 


ILE A 


36145. 488 


4. 655 




ATOM 


485 


3HG2 


ILE A 


36146. 593 


4. 933 




ATOM 


486 


1HD1 


ILE A 


36142. 744 


3. 629 


5 


ATOM 


487 


2HD1 


ILE A 


36143. 084 


4. 828 




ATOM 


488 


3HD1 


ILE A 


36141. 911 


3. 546 




ATOM 


489 


N 


ARG A 


37148. 092 


3. 867 




ATOM 


490 


CA 


ARG A 


37149. 029 


4. 580 




ATOM 


491 


C 


ARG A 


37149. 269 


5. 996 


10 


ATOM 


492 


0 


ARG A 


37148. 892 


6. 972 




ATOM 


493 


CB 


ARG A 


37150. 356 


3. 822 




ATOM 


494 


CG 


ARG A 


37150. 197 


2. 352 




ATOM 


495 


CD 


ARG A 


37150. 021 


2. 156 




ATOM 


496 


NE 


ARG A 


37148. 758 


2. 713 


15 


ATOM 


497 


CZ 


ARG A 


37148. 512 


3. 000 




ATOM 


498 


NH1 


ARG A 


37149. 439 


2. 784 




ATOM 


499 


NH2 ARG A 


37147. 338 


. 3. 504 




ATOM 


500 


H 


ARG A 


37148. 330 


3. 708 




ATOM 


501 


HA 


ARG A 


37148. 597 


4. 635 


20 


ATOM 


502 


1HB 


ARG A 


37150. 853 


3. 888 




ATOM 


503 


2HB 


ARG A 


37150. 978 


4. 286 




ATOM 


504 


1HG 


ARG A 


37149. 327 


1. 962 




ATOM 


505 


2HG 


ARG A 


37151. 077 


1. 817 




ATOM 


506 


1HD 


ARG A 


37150. 043 


1. 100 


25 


ATOM 


507 


2HD 


ARG A 


37150. 836 


2. 645 




ATOM 


508 


HE 


ARG A 


37148. 056 


2. 880 




ATOM 


509 


1HH1 


ARG A 


37150. 326 


2. 403 




ATOM 


510 2HH1 


ARG A 


37149. 249 


3. 002 




ATOM 


511 


1HH2 ARG A 


37146. 636 


3. 668 



PCT/JP2003/010288 

3. 261 1. 00 0. 00 H 

1. 947 1. 00 0. 00 H 

3. 293 1. 00 0. 00 H 

I. 256 1.00 0.00 H 

2. 505 1. 00 0. 00 H 

2. 810 1.00 0. 00 H 

4. 803 1. 00 0. 00 N 

5. 663 1.00 0. 00 C 
5. 154 1. 00 0. 00 C 

5. 803 1. 00 0. 00 0 
5.743 1.00 0.00 C 

6. 097 1. 00 0. 00 C 

7. 594 1. 00 0. 00 C 

8. 076 1. 00 0. 00 N 
9.352 1.00 0.00 C 

10. 277 1. 00 0. 00 N 

9. 704 1. 00 0. 00 N 

3. 865 1. 00 0. 00 H 
6. 651 1.00 0. 00 H 

4. 786 1. 00 0. 00 H 
6. 494 1. 00 0. 00 H 

5. 589 1. 00 0. 00 H 
5. 773 1. 00 0. 00 H 
7.811 1.00 0.00 H 
8. 106 1. 00 0. 00 H 
7.413 1.00 0.00 H 

10. 019 1. 00 0. 00 H 

II. 235 1.00 0. 00 H 
9.010 1.00 0.00 H 
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10. 663 1. 00 0. 00 H 

3. 988 1. 00 0. 00 N 

3. 394 1. 00 0. 00 C 

2. 015 1. 00 0. 00 C 

1. 169 1. 00 0. 00 0 

3. 290 1. 00 0. 00 C 
2.453 1. 00 0. 00 C 

2. 887 1. 00 0. 00 C 
1. 036 1. 00 0. 00 C 

1. 826 1. 00 0. 00 N 
0. 679 1. 00 0. 00 C 

0. 035 1. 00 0. 00 C 
-0. 637 1. 00 0. 00 C 
-1. 270 1. 00 0. 00 C 
-1. 596 1. 00 0. 00 C 

3. 516 1. 00 0. 00 H 

4. 041 1. 00 0. 00 H 
4. 280 1. 00 0. 00 H 

2. 850 1. 00 0. 00 H 

3. 917 1. 00 0. 00 H 

1. 882 1. 00 0. 00 H 

0. 266 1. 00 0. 00 H 
-0. 906 1. 00 0. 00 H 
-2. 057 1. 00 0. 00 H 
-2. 630 1. 00 0. 00 H 

1. 797 1. 00 0. 00 N 
0. 522 1. 00 0. 00 C 

-0. 082 1. 00 0. 00 C 

0. 385 1. 00 0. 00 0 
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0. 676 1. 00 0. 00 C 

1. 468 1. 00 0. 00 C 

0. 689 1. 00 0. 00 C 

1. 867 1. 00 0. 00 C 
2.511 1.00 0. 00 H 
•0. 149 1. 00 0. 00 H 
1.212 1.00 0. 00 H 

0. 867 1. 00 0. 00 H 

2. 369 1. 00 0. 00 H 
-0. 563 1. 00 0. 00 H 
-1. 227 1. 00 0. 00 H 
-1. 247 1. 00 0. 00 H 

1.656 1.00 0. 00 H 

2. 924 1. 00 0. 00 H 

1. 308 1. 00 0. 00 H 
-1.116 1.00 0. 00 N 
-1. 754 1. 00 0. 00 C 
-3. 103 1. 00 0.00 C 
-3. 657 1. 00 0. 00 0 
-1. 443 1. 00 0. 00 H 
-1. 886 1. 00 0. 00 H 
-1.108 1.00 0. 00 H 
-3.631 1.00 O.OON 
-4. 923 1. 00 0. 00 C 
-4. 826 1. 00 0. 00 C 
-4. 553 1. 00 0. 00 0 
-5. 960 1. 00 0.00 C 
-5. 965 1. 00 0. 00 C 
-6. 144 1. 00 0. 00 C 
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5. 223 1. 00 0. 00 0 

7. 334 1. 00 0. 00 N 

3. 140 1. 00 0. 00 H 

5. 225 1. 00 0. 00 H 

•5. 756 1. 00 0. 00 H 

•6. 940 1. 00 0. 00 H 

■6. 775 1. 00 0. 00 H 

-5. 027 1. 00 0. 00 H 

-8. 019 1. 00 0. 00 H 

-7. 479 1. 00 0. 00 H 

-5. 046 1. 00 0. 00 N 

-4. 976 1. 00 0. 00 C 

-5. 936 1. 00 0. 00 C 

-6. 902 1. 00 0. 00 0 

-5. 379 1. 00 0. 00 C 

-5. 104 1. 00 0. 00 C 

-5. 377 1. 00 0. 00 C 

-3. 974 1. 00 0. 00 H 

-6. 427 1. 00 0. 00 H 

-4. 785 1. 00 0. 00 H 

-5.761 1.00 0. 00 H 

-4. 071 1. 00 0. 00 H 

-6. 418 1. 00 0. 00 H 

-4. 739 1. 00 0. 00 H 

-5. 681 1. 00 0. 00 N 

-6. 528 1. 00 0. 00 C 

-7. 871 1. 00 0. 00 C 

-8. 026 1. 00 0. 00 0 

-5. 708 1. 00 0. 00 C 
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-4. 852 1. 00 0. 00 C 

-4. 549 1. 00 0. 00 C 

-6. 691 1. 00 0. 00 H 

-6. 372 1. 00 0. 00 H 

-5.112 1.00 0. 00 H 

-5. 386 1. 00 0. 00 H 

-3. 937 1. 00 0. 00 H 

-4.517 1.00 0. 00 H 

-3.616 1.00 0. 00 H 

-8. 841 1. 00 0. 00 N 

10. 157 1. 00 0. 00 C. 

10. 941 1. 00 0. 00 C 

12. 093 1. 00 0. 00 0 

-8. 661 1. 00 0. 00 H 

10. 709 1. 00 0. 00 H 

10. 048 1. 00 0. 00 H 

10. 319 1. 00 0. 00 N 

10. 969 1. 00 0. 00 C 

10. 175 1. 00 0. 00 C 

-9. 058 1. 00 0. 00 0 

■11. 125 1. 00 0. 00 C 

-9. 869 1. 00 0. 00 C 

-9. 947 1. 00 0. 00 C 

-9. 678 1. 00 0. 00 C 

-9. 398 1. 00 0. 00 H 

-11. 948 1. 00 0. 00 H 

-11.421 1.00 0.00 H 

-11. 913 1. 00 0. 00 H 

-9. 007 1. 00 0. 00 H 
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-9. 039 1. 00 0. 00 H 
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1. 614 l. 00 0. 00 N 

2. 354 l. 00 0. 00 C 

3. 039 l. 00 0. 00 C 

2. 523 l. 00 0. 00 0 
l. 417 l. 00 0.00 C 

0. 839 l. 00 0. 00 C 
•0. 434 l. 00 0. 00 C 

1. 865 l. 00 0. 00 C 
0. 753 l. 00 0. 00 H 

3. HO l. 00 0. 00 H 

0. 597 l. 00 0. 00 H 

1. 963 l. 00 0. 00 H 

0. 589 l. 00 0. 00 H 
-0. 872 l. 00 0. 00 H 
-l. 134 l. 00 0. 00 H 
-0. 199 l. 00 0. 00 H 

1. 359 l. 00 0. 00 H 

2. 413 l. 00 0. 00 H 
2. 549 l. 00 0. 00 H 

4. 206 l. 00 0. 00 N 

4. 963 l. 00 0. 00 C 

5. 022 l. 00 0. 00 C 

5. 713 l. 00 0. 00 0 

6. 381 l. 00 0. 00 C 

7. 226 l. 00 0. 00 C 

8. 653 l. 00 0. 00 C 

9. 377 l. 00 0. 00 0 
9. 044 l. 00 0. 00 0 
4. 565 l. 00 0. 00 H 
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ATOM 744 HA GLU A 53151.669 -2.597 4.460 1.00 0. 00 H 

ATOM 745 1HB GLU A 53151.326 -1.030 6.319 1.00 0. 00 H 

ATOM 746 2HB GLU A 53149. 958 -1. 984 6. 876 1. 00 0. 00 H 

ATOM 747 1HG GLU A 53151.934 -3.854 6.777 1.00 0. 00 H 

ATOM 748 2HG GLU A 53152.824 -2.406 7.245 1.00 0. 00 H 

ATOM 749 N LEU A 54150. 769 -4. 896 4. 290 1. 00 0. 00 N 

ATOM 750 CA LEU A 54150. 323 -6. 284 4. 257 1. 00 0. 00 C 

ATOM 751 C LEU A 54150.508 -6.947 5.619 1.00 0. 00 C 

ATOM 752 0 LEU A 54151.536 -6.770 6.272 1.00 0.00 0 

ATOM 753 CB LEU A 54151.092 -7.064 3.189 1.00 0. 00 C 

ATOM 754 CG LEU A 54151.112 -6.416 1.804 1.00 0. 00 C 

ATOM 755 CD 1 LEU A 54152.283 -6.938 0.987 1.00 0. 00 C 

ATOM 756 CD 2 LEU A 54149. 799 -6. 672 1. 079 1. 00 0. 00 C 

ATOM 757 H LEU A 54151.550 -4.633 3.759 1.00 0. 00 H 

ATOM 758 HA LEU A 54149. 273 -6. 289 4. 009 1. 00 0. 00 H 

ATOM 759 1HB LEU A 54152.113 -7.182 3.524 1.00 0. 00 H 

ATOM 760 2HB LEU A 54150. 646 -8. 043 3. 097 1. 00 0. 00 H 

ATOM 761 HG LEU A 54151.232 -5.348 1.914 1.00 0. 00 H 

ATOM 762 1HD1 LEU A 54153. 188 -6. 878 1. 575 1. 00 0. 00 H 

ATOM 763 2HD1 LEU A 54152.394 -6.342 0.094 1.00 0. 00 H 

ATOM 764 3HD1 LEU A 54152. 101 -7. 967 0. 713 1. 00 0. 00 H 

ATOM 765 1HD2 LEU A 54149. 009 -6. 810 1. 802 1. 00 0. 00 H 

ATOM 766 2HD2 LEU A 54149.890 -7.559 0.471 1.00 0. 00 H 

ATOM 767 3HD2 LEU A 54149.565 -5.826 0.449 1.00 0. 00 H 

ATOM 768 N GLU A 55149.506 -7.711 6.039 1.00 0. 00 N 

ATOM 769 CA GLU A 55149.557 -8.401 7.323 1.00 0. 00 C 

ATOM 770 C GLU A 55150.544 -9.563 7.278 1.00 0. 00 C 

ATOM 771 0 GLU A 55151.175 -9.894 8.280 1.00 0.00 0 

ATOM 772 CB GLU A 55148.167 -8.912 7. 708 1.00 0. 00 C 
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773 CG GLU A 55147.280 -7.850 8.338 1.00 0. 00 C 

774 CD GLU A 55147.327 -7.878 9.853 1.00 0. 00 C 

775 0E1 GLU A 55146.247 -7.930 10.479 1.00 0.00 0 

776 0E2 GLU A 55148.442 -7.847 10.414 1.00 0.00 0 

777 H GLU A 55148.712 -7.813 5.474 1.00 0. 00 H 

778 HA GLU A 55149.888 -7.692 8.067 1.00 0. 00 H 
779' 1HB GLU A 55147.674 -9.281 6.821 1.00 0. 00 H 

780 2HB GLU A 55148.277 -9.724 8.411 1.00 0. 00 H 

781 1HG GLU A 55147.610 -6.879 8.001 1.00 0. 00 H 

782 2HG GLU A 55146.261 -8.015 8.020 1.00 0. 00 H 

783 N ASP A 56150.671 -10.178 6.107 1.00 0. 00 N 

784 CA ASP A 56151.582 -11.303 5.929 1.00 0. 00 C 

785 C ASP A 56152.945 -10.828 5.438 1.00 0. 00 C 

786 0 ASP A 56153.040 -10.080 4.466 1.00 0.00 0 

787 CB ASP A 56150.994 -12.311 4.939 1.00 0. 00 C 

788 CG ASP A 56151.316 -13.745 5.313 1.00 0. 00 C 

789 0D1 ASP A 56151.513 -14.568 4.395 1.00 0.00 0 

790 0D2 ASP A 56151.373 -14.044 6.525 1.00 0.00 0 

791 H ASP A 56150.141 -9.868 5. 343 1.00 0. 00 H 

792 HA ASP A 56151.705 -11.785 6.888 1.00 0. 00 H 

793 1HB ASP A 56149.920 -12.198 4.916 1.00 0. 00 H 

794 2HB ASP A 56151.394 -12.116 3.955 1.00 0. 00 H 

795 N GLU A 57154.000 -11.268 6.118 1.00 0. 00 N 

796 CA GLU A 57155.359 -10.889 5.751 1.00 0. 00 C 

797 C GLU A 57155.757 -11.512 4.417 1.00 0. 00 C 

798 0 GLU A 57156. 062 -12. 703 4. 343 1. 00 0. 00 0 . 

799 CB GLU A 57156.343 -11.318 6.842 1.00 0. 00 C 

800 CG GLU A 57156.235 -10.496 8.115 1.00 0. 00 C 

801 CD GLU A 57156.350 -11.343 9.367 1.00 0. 00 C 
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0. 546 1. 00 0. 00 N 

1. 660 1. 00 0. 00 C 
1. 385 1. 00 0. 00 C 
•2. 306 1. 00 0. 00 0 
0. 234 1. 00 0. 00 H 
-1. 866 1. 00 0. 00 H 
-2. 531 1. 00 0. 00 H 
-0.113 1.00 0. 00 N 

0. 283 1. 00 .0. 00 C 

1. 242 1. 00 0. 00 C 
1. 859 1. 00 0. 00 0 
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ATOM 860 1HG2 THR A 62159.845 -1.363 -0.498 1.00 0. 00 H 

ATOM 861 2HG2 THR A 62161.442 -1.725 0.157 1.00 0. 00 H 

ATOM 862 3HG2 THR A 62160.951 -0.050 -0.096 1.00 0. 00 H 

ATOM 863 N ASP A 63159.753 -1.402 4.462 1.00 0. 00 N 

5 ATOM 864 CA ASP A 63159. 167 -1.198 5.781 1.00 0. 00 C 

ATOM 865 C ASP A 63158.493 0.167 5.873 1.00 0. 00 C 

ATOM 866 0 ASP A 63158.496 0.803 6.927 1.00 0.00 0 

ATOM 867 CB ASP A 63160.241 -1.323 6.864 1.00 0. 00 C 

ATOM 868 CG ASP A 63161.339 -0.290 6.711 1.00 0. 00 C 

10 ATOM 869 0D1 ASP A 63162.512 -0.688 6.554 1.00 0.00 0 

ATOM 870 0D2 ASP A 63161.027 0.919 6.749 1.00 0.00 0 

ATOM 871 H ASP A 63160.558 -0.900 4.213 1.00 0. 00 H 

ATOM 872 HA ASP A 63158.423 -1.965 5.936 1.00 0. 00 H 

ATOM 873 1HB ASP A 63159.783 -1.193 7.834 1.00 0. 00 H 

15 ATOM 874 2HB ASP A 63160.685 -2.306 6.809 1.00 0. 00 H 

ATOM 875 N GLY A 64157.917 0.612 4.760 1.00 0. 00 N 

ATOM 876 CA GLY A 64157.247 1.899 4.736 1.00 0. 00 C 

ATOM 877 C GLY A 64158. 022 2. 941 3. 954 1. 00 0. 00 C 

ATOM 878 0 GLY A 64158. 203 4. 066 4. 417 1. 00 0. 00 0 

20 ATOM 879 H GLY A 64157.947 0.062 3.950 1.00 0. 00 H 

ATOM 880 1HA GLY A 64156. 273 1. 777 4. 285 1. 00 0. 00 H 

ATOM 881 2HA GLY A 64157.121 2.246 5.751 1.00 0. 00 H 

ATOM 882 N THR A 65158.480 2.565 2.764 1.00 0. 00 N 

ATOM 883 CA THR A 65159.241 3.474 1.916 1.00 0. 00 C 

25 ATOM 884 C THR A 65158.867 3.291 0.448 1.00 0. 00 C 

ATOM 885 0 THR A 65158.792 2.167 -0.048 1.00 0.00 0 

ATOM 886 CB THR A 65160.741 3.246 2.104 1.00 0. 00 C 

ATOM 887 0G1 THR A 65161.030 1.862 2.200 1.00 0.00 0 

ATOM 888 CG2 THR A 65161.299 3.918 3.340 1.00 0. 00 C 
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ATOM 947 N THR A 69161.594 6.997 -0.372 1.00 0. 00 N 

ATOM 948 CA THR A 69160.967 8.120 0.314 1.00 0. 00 C 

ATOM 949 C THR A 69160.042 7.631 1.425 1.00 0. 00 C 

ATOM 950 0 THR A 69158.874 7.326 1.184 1.00 0.00 0 

5 ATOM 951 CB THR A 69160.181 8.977 -0.679 1.00 0. 00 C 

ATOM 952 OG1 THR A 69160.884 9.098 -1.903 1.00 0.00 0 

ATOM 953 CG2 THR A 69159.900 10.375 -0.172 1.00 0. 00 C 

ATOM 954 H THR A 69161.038 6.245 -0.665 1.00 0. 00 H 

ATOM 955 HA THR A 69161.750 8.720 0.753 1.00 0. 00 H 

10 ATOM 956 HB THR A 69159.232 8.501 -0.878 1.00 0. 00 H 

ATOM 957 HG1 THR A 69160.321 9.520 -2.555 1.00 0. 00 H 

ATOM 958 1HG2 THR A 69160.475 11.088 -0.744 1.00 0. 00 H 

ATOM 959 2HG2 THR A 69160.176 10.443 0.870 1.00 0. 00 H 

ATOM 960 3HG2 THR A 69158.847 10.592 -0.280 LOO 0. 00 H 

15 ATOM 961 N ARG A 70160. 572 7. 560 2. 642 1. 00 0. 00 N 

ATOM 962 CA ARG A 70159.794 7.109 3.789 1.00 0. 00 C 

ATOM 963 C ARG A 70158.637 8.062 4.070 1.00 0. 00 C 

ATOM 964 0 ARG A 70158.834 9.269 4.210 1. 00 0.00 0 

ATOM 965 CB ARG A 70160.687 6.996 5.025 1.00 0. 00 C 

20 ATOM 966 CG ARG A 70160. 042 6. 239 6. 174 1. 00 0. 00 C 

ATOM 967 CD ARG A 70160. 682 6. 596 7. 506 1. 00 0. 00 C 

ATOM 968 NE ARG A 70162.111 6.294 7.526 1.00 0. 00 N 

ATOM 969 CZ ARG A 70162.828 6.174 8.641 1.00 0. 00 C 

ATOM 970 NH1 ARG A 70162.255 6.332 9.827 1.00 0. 00 N 

25 ATOM 971 NH2 ARG A 70164.123 5.897 8.569 1.00 0. 00 N 

ATOM 972 H ARG A 70161.509 7.818 2.771 1.00 0. 00 H 

ATOM 973 HA ARG A 70159.392 6.135 3.555 1.00 0. 00 H 

ATOM 974 1HB ARG A 70161.598 6.484 4.751 1.00 0. 00 H 

ATOM 975 2HB ARG A 70160.933 7.989 5.370 1.00 0. 00 H 
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ATOM 


976 


1HG 


ARG A 


70158. 992 


6. 487 


6. 213 


1. 00 


0. 00 H 




ATOM 


977 


2HG 


ARG A 


70160. 158 


5. 178 


6. 003 


1. 00 


0. 00 H 




ATOM 


978 


1HD 


ARG A 


70160. 546 


7. 653 


7. 683 


1. 00 


0. 00 H 




ATOM 


979 


2HD 


ARG A 


70160. 193 


6. 036 


8. 288 


1. 00 


0. 00 H 


5 


ATOM 


980 


HE 


ARG A 


70162. 560 


6. 173 


6. 664 


1. 00 


0. 00 H 




ATOM 


981 


1HH1 


ARG A 


70161. 278 


6. 542 


9. 889 


1. 00 


0. 00 H 




ATOM 


982 


2HH1 


ARG A 


70162. 798 
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10. 661 


1. 00 


0. 00 H 




ATOM 
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1HH2 ARG A 


70164. 560 


5. 778 


7. 678 


1. 00 


0. 00 H 




ATOM 


984 


2HH2 


ARG A 


70164. 662 


5. 808 


9. 407 


1. 00 


0. 00 H 
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ATOM 
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TYR A 


71157. 430 


7. 513 
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0. 00 N 




ATOM 
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CA 


TYR A 


71156. 240 
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4. 414 


1. 00 


0. 00 C 




ATOM 
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C 


TYR A 


71155. 660 


7. 993 


5. 787 


1. 00 


0.00 C 




ATOM 
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0 


TYR A 


71155. 224 


8. 886 


6. 513 


1. 00 


0. 00 0 




ATOM 


989 


CB 


TYR A 


71155. 186 


8. 072 


3. 332 


1. 00 


0. 00 c 


15 


ATOM 
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CG 


TYR A 


71155. 555 


8. 651 


1. 985 


1. 00 


0. 00 c 




ATOM 
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CD1 
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71156. 007 


9. 960 


1. 871 


1. 00 


0. 00 c 
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CD 2 


TYR A 


71155. 453 


7. 889 


0. 828 


1. 00 


0. 00 c 




ATOM 
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CE1 


TYR A 


71156. 346 


10. 493 


0. 642 


1. 00 


0. 00 c 




ATOM 


994 


CE2 


TYR A 


71155. 791 


8.415 


-0. 405 


1. 00 


0. 00 c 


20 


ATOM 


995 


CZ 


TYR A 


71156. 235 


9. 717 


-0. 493 


1. 00 


0. 00 c 




ATOM 


996 


OH 


TYR A 


71156. 572 


10. 245 


-1. 718 


1. 00 


0. 00 0 




ATOM 
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H 


TYR A 


71157. 335 


6. 544 


4. 029 


1. 00 


0. 00 H 




ATOM 


998 


HA 


TYR A 


71156. 530 


9. 355 


4. 394 


1. 00 


0. 00 H 




ATOM 


999 


1HB 


TYR A 


71155. 047 


7. 008 


3. 208 


1. 00 


0. 00 H 


25 


ATOM 


1000 


2HB 


TYR A 


71154. 253 


8. 519 


3. 642 


1. 00 


0. 00 H 




ATOM 


1001 


HD1 


TYR A 


71156. 092 


10. 566 


2. 762 


1. 00 


0. 00 H 




ATOM 
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HD2 


TYR A 


71155. 104 


6. 870 


0. 900 


1. 00 


0. 00 H 




ATOM 


1003 


HE1 


TYR A 


71156. 694 


11.513 


0. 573 


1. 00 


0. 00 H 




ATOM 


1004 


HE2 


TYR A 


71155. 704 


7. 806 


-1. 293 


1. 00 


0. 00 H 
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1005 


HH TYR A 


71157. 133 


9. 625 




ATOM 
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N PHE A 


72155. 657 


6. 711 




ATOM 


1007 


CA PHE A 


72155. 130 


6. 271 




ATOM 


1008 


C PHE A 


72156. 016 


5. 188 


5 


ATOM 


1009 


0 PHE A 


72156. 906 


4. 655 




ATOM 


1010 


CB PHE A 


72153. 703 


5. 747 




ATOM 


1011 


CG PHE A 


72153. 559 


4. 720 




ATOM 


1012 


CD1 PHE A 


72153. 366 


5. 106 




ATOM 


1013 


CD2 PHE A 


72153. 619 


3. 367 


10 


ATOM 


1014 


CE1 PHE A 


72153. 233 


4. 163 




ATOM 


1015 


CE2 PHE A 


72153. 489 


2.419 




ATOM 


1016 


CZ PHE A 


72153. 295 


2. 818 




ATOM 


1017 


H PHE A 


72156. 018 


6. 045 




ATOM 


1018 


HA PHE A 


72155. 119 


7. 124 


15 


ATOM 


1019 


IHB PHE A 


72153. 384 


5. 295 




ATOM 


1020 


2HB PHE A 


72153. 048 


6. 574 




ATOM 


1021 


HD1 PHE A 


72153. 317 


6. 158 




ATOM 


1022 


HD2 PHE A 


72153. 772 


3. 055 




ATOM 


1023 


HE1 PHE A 


72153. 081 


4. 477 
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ATOM 


1024 


HE2 PHE A 


72153. 537 


1. 368 




ATOM 


1025 


HZ PHE A 


72153. 192 


2. 079 




ATOM 


1026 


N THR A 


73155. 765 


4. 867 




ATOM 


1027 


CA THR A 


73156. 539 


3. 847 




ATOM 


1028 


C THR A 


73155. 724 


2. 569 


25 


ATOM 


1029 


0 THR A 


73154. 725 


2. 549 




ATOM 


1030 


CB- THR A 


73156. 992 


4. 366 




ATOM 


1031 


0G1 THR A 


73157. 826 


3. 420 




ATOM 


1032 


CG2 THR A 


73155. 842 


4. 675 




ATOM 


1033 


H THR A 


73155. 041 


5. 326 



PCT/JP2003/010288 

2. 190 1. 00 0. 00 H 

6. 136 1. 00 0. 00 N 

7. 423 1. 00 0. 00 C 

8. 030 1. 00 0. 00 C 
7. 369 1. 00 0. 00 0 

7. 261 1. 00 0. 00 C 

6. 175 1. 00 0. 00 C 
4. 858 1. 00 0. 00 C 
6.470 1.00 0.00 C 

3. 857 1. 00 0. 00 C 
5.474 1.00 0.00 C 

4. 165 1. 00 0. 00 C 

5. 515 1. 00 0. 00 H 

8. 086 1. 00 0. 00 H 

8. 189 1. 00 0. 00 H 

7. 026 1. 00 0. 00 H 

4. 616 1. 00 0. 00 H 
7. 493 1. 00 0. 00 H 

2. 835 1. 00 0. 00 H 

5. 718 1. 00 0. 00 H 

3. 384 1. 00 0. 00 H 

9. 297 1. 00 0. 00 N 

9. 993 1. 00 0. 00 C 
10. 166 1. 00 0. 00 C 

10. 884 1. 00 0. 00 0 

11. 359 1. 00 0. 00 C 

12. 004 1. 00 0. 00 0 
12. 294 1. 00 0. 00 C 

9. 772 1. 00 0. 00 H 
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-8. 336 
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7. 001 1. 00 0. 00 C 

7. 387 1. 00 0. 00 0 

8. 620 1. 00 0. 00 C 

9. 173 1. 00 0. 00 C 
10.385 1.00 0. 00 C 

8. 097 1. 00 0. 00 C 

9. 829 1. 00 0. 00 H 
7.478 1.00 O.OOH 
9. 426 1. 00 0. 00 H 
7. 867 1. 00 0. 00 H 
9. 487 1. 00 0. 00 H 

11. 285 1. 00 0. 00 H 

10.410 1.00 O.OOH 

10. 320 1. 00 0. 00 H 

8.561 1.00 O.OOH 

7.518 1.00 O.OOH 

7. 447 1. 00 0. 00 H 

5. 715 1. 00 0. 00 N 

4. 662 1. 00 0. 00 C 

4. 699 ' 1. 00 0. 00 C 

4. 473 1. 00 0. 00 0 

4. 804 1. 00 0. 00 C 

4. 684 1. 00 0. 00 C 
3. 241 1. 00 0. 00 C 
3. 048 1. 00 0. 00 C 
2.071 1.00 0. 00 N 

5. 470 1. 00 0. 00 H 
3. 713 1. 00 0. 00 H 
5. 770 1. 00 0. 00 H 
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4. 035 l. 00 0. 00 H 

5. 056 l. 00 0. 00 H 
5. 275 l. 00 0. 00 H 
2. 968 l. 00 0. 00 H 
2. 604 l. 00 0. 00 H 
2. 689 l. 00 0. 00 H 
4. 001 l. 00 0. 00 H 
2. 572 l. 00 0. 00 H 
l. 510 l. 00 0. 00 H 
l. 427 l. 00 0. 00 H 

4. 988 l. 00 0. 00 N 

5. 056 l. 00 0. 00 C 

4. 601 l. 00 0. 00 C 

5. 197 l. 00 0. 00 0 

6. 481 l. 00 0. 00 C 

7. 016 l. 00 0. 00 C 

8. 451 l. 00 0. 00 C 

8. 521 l. 00 0. 00 C 

9. 553 l. 00 0. 00 N 

5. 159 l. 00 0. 00 H 
4. 394 l. 00 0. 00 H 

7. 137 l. 00 0. 00 H 

6. 497 l. 00 0. 00 H 
6. 398 l. 00 0. 00 H 

6. 977 l. 00 0. 00 H 
9. 006 l. 00 0. 00 H 

8. 890 l. 00 0. 00 H 

7. 557 l. 00 0. 00 H 

8. 763 l. 00 0. 00 H 
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-3. 202 1. 00 0. 00 C 

•2. 873 1. 00 0. 00 H 
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-3. 635 1. 00 0. 00 H 
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-5. 027 1. 00 0. 00 H 

-3. 216 1. 00 0. 00 H 

-3. 032 1. 00 0. 00 H 
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-6. 636 1. 00 0. 00 C 

-5. 853 1. 00 0. 00 C 
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1208 1HZ LYS A 83150.305 2.375 -10.823 1.00 0. 00 H 

1209 2HZ LYS A 83150.527 3.006 -12.376 1.00 0. 00 H 

1210 3HZ LYS A 83149.284 1.897 -12.084 1.00 0. 00 H 

1211 N LEU A 84145.581 4.755 -5.181 1.00 0. 00 N 

1212 CA LEU A 84144. 368 4. 936 -4. 393 1. 00 0. 00 C 

1213 C LEU A 84143.126 4.784 -5.264 1.00 0. 00 C 

1214 0 LEU A 84142.118 4.224 -4.833 1.00 0.00 0 

1215 CB LEU A 84144.376 6.313 -3.725 1.00 0. 00 C 

1216 CG LEU A 84143.102 6.670 -2.958 1.00 0. 00 C 

1217 CD 1 LEU A 84143.017 5.873 -1.666 1.00 0. 00 C 

1218 CD 2 LEU A 84143. 056 8. 163 -2. 669 1. 00 0. 00 C 

1219 H LEU A 84146.239, 5.480 -5.218 1.00 0. 00 H 

1220 HA LEU A 84144.353 4.174 -3.629 1.00 0. 00 H 

1221 1HB LEU A 84145.209 6.351 -3.039 1.00 0. 00 H 

1222 2HB LEU A 84144.530 7. 059 -4.491 1.00 0. 00 H 

1223 HG LEU A 84142. 243 6. 419 -3. 562 1. 00 0. 00 H 

1224 1HD1 LEU A 84142.508 6.458 -0.914 1.00 0. 00 H 

1225 2HD1 LEU A 84144. 013 5. 635 -1. 323 1. 00' 0. 00 H 

1226 3HD1 LEU A 84142.469 4.959 -1.843 1.00 0. 00 H 

1227 1HD2 LEU A 84143. 998 8. 476 -2. 244 1. 00 0. 00 H 

1228 2HD2 LEU A 84142. 259 8. 370 -1. 970 1. 00 0. 00 H 

1229 3HD2 LEU A 84142. 879 8. 703 -3. 588 1. 00 0. 00 H 

1230 N LYS A 85143.207 5.285 -6.492 1.00 0. 00 N 

1231 CA LYS A 85142.089 5.204 -7.426 1.00 0. 00 C 

1232 C LYS A 85141.772 3.752 -7.773 1.00 0. 00 C 

1233 0 LYS A 85140.646 3.427 -8.146 1.00 0.00 0 

1234 CB LYS A 85142.404 5.988 -8.701 1.00 0. 00 C 

1235 CG LYS A 85143.788 5.703 -9.264 LOO 0. 00 C 

1236 CD LYS A 85144.711 6.903 -9.121 1.00 0. 00 C 
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ATOM 1237 CE LYS A 85145.607 7.066 -10.338 1.00 0. 00 C 

ATOM 1238 NZ LYS A 85144.828 7.053 -11.607 1.00 0. 00 N 

ATOM 1239 H LYS A 85144.037 5.719 -6.778 1.00 0. 00 H 

ATOM 1240 HA LYS A 85141.226 5.644 -6.948 1.00 0. 00 H 

5 ATOM 1241 1HB LYS A 85141.674 5.736 -9.454 1.00 0. 00 H 

ATOM 1242 2HB LYS A 85142.337 7.044 -8.486 1.00 0. 00 H 

ATOM 1243 1HG LYS A 85144.217 4.867 -8.732 1.00 0. 00 H 

ATOM 1244 2HG LYS A 85143.694 5.455 -10.312 1.00 0. 00 H 

ATOM 1245 1HD LYS A 85144.111 7.794 -9.006 1.00 0. 00 H 

10 ATOM 1246 2HD LYS A 85145.328 6.767 -8.245 1.00 0. 00 H 

ATOM 1247 1HE LYS A 85146.132 8.006 -10.259 1.00 0. 00 H 

ATOM 1248 2HE LYS A 85146.320 6.255 -10.355 1.00 0. 00 H 

ATOM 1249 1HZ LYS A 85144.768 6.084 -11.980 1.00 0. 00 H 

ATOM 1250 2HZ LYS A 85145.288 7.658 -12.316 1.00 0. 00 H 

15 ATOM 1251 3HZ LYS A 85143.865 7.408 -11.439 1.00 0. 00 H 



ATOM 


1252 


N 


SER A 


86142. 772 


2. 885 


-7. 647 


1. 00 


0. 00 N 


ATOM 


1253 


CA 


SER A 


86142. 596 


1. 468 


-7. 949 


1. 00 


0. 00 c 


ATOM 


1254 


C 


SER A 


86142. 484 


0. 649 


-6. 668 . 


1. 00 


0. 00 c 


ATOM 


1255 


0 


SER A 


86142. 895 


-0.511 


-6. 624 


1. 00 


0.00 0 


ATOM 


1256 


CB 


SER A 


86143. 763 


0. 957 


-8. 795 


1. 00 


0. 00 c 


ATOM 


1257 


OG 


SER A 


86144. 179 


1. 934 


-9. 734 


1. 00 


0. 00 0 


ATOM 


• 1258 


H 


SER A 


86143. 648 


3. 203 


-7. 345 


1. 00 


0. 00 H 


ATOM 


1259 


HA 


SER A 


86141. 681 


1. 362 


-8. 512 


1. 00 


0.00 H 


ATOM 


1260 


1HB 


SER A 


86144. 595 


0.719 


-8. 151 


1. 00 


0.00 H 


ATOM 


1261 


2HB 


SER A 


86143. 456 


0. 069 


-9. 329 


1. 00 


0.00 H 


ATOM 


1262 


HG 


SER A 


86144. 469 


2. 723 


-9. 270 


1. 00 


0.00 H 


ATOM 


1263 


N 


CYS A 


87141. 926 


1. 258 


-5. 627 


1. 00 


0.00 N 


ATOM 


1264 


CA 


CYS A 


87141. 760 


0. 585 


-4. 346 


1.00 


0.00 C 


ATOM 


1265 


C 


CYS A 


87140. 295 


0. 232 


-4. 103 


1.00 


0.00 C 



WO 2004/016781 j^^. PCT/JP2003/010288 

1026 

ATOM 1266 0 CYS A 87139.395 0.870 -4.648 1.00 0.00 0 

ATOM 1267 CB CYS A 87142.277 1.469 -3.209 1.00 0. 00 C 

ATOM 1268 SG GYS A 87144.080 1.553 -3.104 1.00 0. 00 S 

ATOM 1269 H CYS A 87141.619 2.184 -5.725 1.00 0. 00 H 

5 ATOM 1270 HA CYS A 87142.338 -0.327 -4.372 1.00 0. 00 H 

ATOM 1271 1HB CYS A 87141.911 2.474 -3.350 1.00 0. 00 H 

ATOM 1272 2HB CYS A 87141.909 1.085 -2.269 1.00 0. 00 H 

ATOM 1273 HG CYS A 87144.430 0.680 -3.295 1. 00 0. 00 H 

ATOM 1274 N ARG A 88140.066 -0.789 -3.284 1.00 0. 00 N 

10 ATOM 1275 CA ARG A 88138.710 -1.227 -2.971 1.00 0. 00 C 

ATOM 1276 C ARG A 88138.470 -1.220 -1.460 1.00 0. 00 C 

ATOM 1277 0 ARG A 88139.274 -1.758 -0.698 1.00 0.00 0 

ATOM 1278 CB ARG A 88138. 463 -2. 628 -3. 535 1. 00 0. 00 C 

ATOM 1279 CG ARG A 88137.305 -2.694 -4.518 1.00 0. 00 C 

15 ATOM 1280 CD ARG A 88136.151 -3.520 -3.972 1.00 0. 00 C 

ATOM 1281 NE ARG A 88135.512 -4.323 -5.012 1.00 0. 00 N 

ATOM 1282 CZ ARG A 88134.347 -4.946 -4.855 1.00 0. 00 C 

ATOM 1283 NH1 ARG A 88133.690 -4.862 -3.705 1. 00 0. 00 N 

ATOM 1284 NH2 ARG A 88133.837 -5.656 -5.852 1.00 0. 00 N 

20 ATOM 1285 H ARG A 88140.824 -1.258 -2.880 1.00 0. 00 H 

ATOM 1286 HA ARG A 88138.025 -0.536 -3.438 1.00 0. 00 H 

ATOM 1287 1HB ARG A 88139.357 -2.960 -4.043 1.00 0. 00 H 

ATOM 1288 2HB ARG A 88138.253 -3.304 -2.718 1.00 0. 00 H 

ATOM 1289 1HG ARG A 88136.955 -1.690 -4.713 1.00 0. 00 H 
25 ATOM 1290 2HG ARG A 88137.652 -3.140 -5.439 1.00 0. 00 H 
ATOM 1291 1HD ARG A 88136.529 -4.178 -3.203 1.00 0. 00 H 
ATOM 1292 2HD ARG A 88135.418 -2.852 -3.544 1.00 0. 00 H 
ATOM 1293 HE ARG A 88135.977 -4.402 -5.871 1.00 0. 00 H 
ATOM 1294 1HH1 ARG A 88134.068 -4.327 -2.949 1.00 0. 00 H 
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3. 594 l. 00 0. 00 H 

6. 721 l. 00 0. 00 H 

5. 735 l. 00 0. 00 H 

■l. 004 l. 00 0. 00 N 

0. 424 l. 00 0. 00 C 

1. 079 l. 00 0. 00 C 
0. 536 l. 00. 0. 00 0 
0. 440 l. 00 0. 00 C 
-0. 837 l. 00 0. 00 C 
-l. 837 l. 00 0. 00 C 
0. 957 l. 00 0. 00 H 

0. 493 l. 00 0. 00 H 

1. 294 l. 00 0. 00 H 
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-0. 708 l. 00 0. 00 H 
-2. 353 l. 00 0. 00 H 
-2. 543 l. 00 0. 00 H 

2. 248 l. 00 0. 00 N 

2. 978 l. 00 0. 00 C 

4. 122 l. 00 0. 00 C 
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3. 522 l. 00 0. 00 C 

3. 796 l. 00 0. 00 C 

4. 7ll l. 00 0.00 0 

3. 095 l. 00 0. 00 0 
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2. 802 l. 00 0. 00 H 

4. 444 l. 00 0. 00 H 
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4. 040 1. 00 0. 00 N 

5. 069 1. 00 0. 00 C 

5. 995 1. 00 0. 00 C 

6. 555 1. 00 0. 00 0 

4. 424 1. 00 0. 00 C 

5. 240 1. 00 0. 00 0 
3. 270 1. 00 0. 00 H 
5. 650 1. 00 0. 00 H 

3. 467 1. 00 0. 00 H 

4. 284 1. 00 0. 00 H 

5. 341 1. 00 0. 00 H 

6. 150 1. 00 0. 00 N 

7. 006 1. 00 0. 00 C 

8. 466 1. 00 0. 00 C 

9. 243 1. 00 0. 00 0 
6. 862 1. 00 0. 00 C 

5. 751 1. 00 0. 00 C 

6. 308 1. 00 0. 00 C 

7. 098 1. 00 0. 00 N 

7. 965 1. 00 0. 00 C 

8. 155 1. 00 0. 00 N 
8. 643 1. 00 0. 00 N 

5. 676 1. 00 0. 00 H 

6. 686 1. 00 0. 00 H 

6. 653 1. 00 0. 00 H 

7. 793 1. 00 0. 00 H 
5. Ill 1. 00 0. 00 H 
5. 177 1. 00 0. 00 H 
5. 484 1. 00 0. 00 H 
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7. 933 1. 00 0. 00 C 

8. 708 1. 00 0. 00 H 

9. 885 1. 00 0. 00 H 
7. 934 1. 00 0. 00 H 
7. 469 1. 00 0. 00 H 

7. 379 1. 00 0. 00 H 
11. 039 1. 00 0. 00 N 
11. 788 1. 00 0. 00 C 
11. 015 1. 00 0. 00 C 

10. 619 1. 00 0. 00 0 
13. 154 1. 00 0. 00 C 
13. 907 1. 00 0. 00 0 
11.260 1.00 0. 00 H 

11. 934 1. 00 0. 00 H 
13. 016 1. 00 0. 00 H 
13. 702 1. 00 0. 00 H 
13. 435 1. 00 0. 00 H 
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10. 076 1. 00 0. 00 C 
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8. 405 1. 00 0. 00 0 
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13. 249 1. 00 0. 00 C 

12. 046 1. 00 0. 00 C 
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11. 264 1. 00 0. 00 H 
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ATOM 1498 OG SER A 103118. 738 -2.530 10.469 1.00 0.00 0 

ATOM 1499 H SER A 1031 18. 724 -4.622 9.469 1.00 0. 00 H 

ATOM 1500 HA SER A 1031 18. 424 -5.237 12.322 1.00 0. 00 H 

ATOM 1501 1HB SER A 103117. 756 -2.662 12.251 1.00 0. 00 H 

5 ATOM 1502 2HB SER A 103119. 444 -3.175 12.271 1.00 0. 00 H 

ATOM 1503 HG SER A 1031 17. 894 -2.380 10.037 1.00 0. 00 H 

ATOM 1504 N GLY A 104115. 906 -4.421 12.526 1.00 0. 00 N 

ATOM 1505 CA GLY A 1041 14. 456 -4.464 12.563 1.00 0. 00 C 

ATOM 1506 C GLY A 104113. 868 -3.401 13.471 1.00 0. 00 C 

10 ATOM 1507 0 GLY A 104112. 673 -3.076 13.307 1.00 0.00 0 

ATOM 1508 OXT GLY A 104114. 602 -2.895 14.345 1.00 0.00 0 

ATOM 1509 H GLY A 104116. 408 -4.171 13.329 1.00 0. 00 H 

ATOM 1510 1HA GLY A 1041 14. 077 -4.317 11.563 1.00 0. 00 H 

ATOM 1511 2HA GLY A 104114. 144 -5.435 12.916 1.00 0. 00 H 

15 TER 1512 GLY A 104 
ENDMDL 
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AT0M41 C SERA 5129.088 19.175 -9.268 1.00 0. 00 C 

AT0M42 0 SERA 5128.573 19.321 -8.159 1.00 0.00 0 

AT0M43 CB SERA 5130.405 21.292 -9.064 1.00 0. 00 C 

AT0M44 OG SERA 5131.790 20.992 -9.042 1.00 0.00 0 

5 AT0M45 H SERA 5127.679 21.025 -10.389 1.00 0. 00 H 

AT0M46 HA SERA 5130.349 20.006 -10.775 1.00 0. 00 H 

AT0M47 1HB SERA 5130.277 22.316 -9.379 1.00 0. 00 H 

AT0M48 2HB SERA 5130.007 21.167 -8.068 1.00 0. 00 H 

AT0M49 HG SERA 5132.155 21.097 -9.923 1.00 0. 00 H 

10 ATOM50 N SERA 6129.183 17.994 -9.872 1.00 0. 00 N 

AT0M51 CA SERA 6128.676 16.776 -9.250 1.00 0. 00 C 

AT0M52 C SERA 6129.453 15.555 -9.733 1.00 0. 00 C 

AT0M53 0 SERA 6130.044 15.570 -10.812 1.00 0.00 0 

AT0M54 CB SERA 6127.188 16.602 -9.560 1.00 0. 00 C 

15 AT0M55 OG SERA 6126.446 17.739 -9.155 1.00 0.00 0 

ATOM56 H SERA 6129.605 17.942 -10.754 1.00 0. 00 H 

AT0M57 HA SERA 6128.803 16.870 -8.183 1.00 0. 00 H 

AT0M58 1HB SERA 6127.058 16.465 -10.624 1.00 0. 00 H 

AT0M59 2HB SERA 6126.812 15.736 -9.037 1.00 0. 00 H 

20 ATOM60 HG SERA 6126.383 18.358 -9.886 1.00 0. 00 H 

AT0M61 N GLY A 7129.449 14.499 -8.923 1.00 0. 00 N 

AT0M62 CA GLY A 7130.157 13.284 -9.285 1.00 0. 00 C 

AT0M63 C GLY A 7129.219 12.168 -9.702 1.00 0. 00 C 

AT0M64 0 GLY A 7128.072 12.417 -10.073 1.00 0.00 0 

25 AT0M65 H GLY A 7128.959 14.546 -8.076 1.00 0. 00 H 

AT0M66 1HA GLY A 7130.827 13.502 -10.102 1.00 0. 00 H 

AT0M67 2HA GLY A 7130.737 12.954 -8.436 1. 00 0. 00 H 

AT0M68 N LEU A 8129. 709 10. 933 -9. 643 1. 00 0. 00 N 

AT0M69 CA LEU A 8128.907 9.775 -10.020 1.00 0. 00 C 
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AT0M70 C LEU A 8128.373 9.055 -8.786 1.00 0. 00 C 

AT0M71 0 LEU A 8127.214 9.226 -8.408 1.00 0.00 0 

ATOM72 CB LEU A 8129.733 8.811 -10.875 1.00 0. 00 C 

AT0M73 CG LEU A 8130.035 9.300 -12.295 1.00 0. 00 C 

5 AT0M74 CD 1 LEU A 8131.479 9.764 -12.405 1.00 0. 00 C 

AT0M75 CD2 LEU A 8129.747 8.203 -13.310 1.00 0. 00 C 

AT0M76 H LEU A 8130. 632 10. 798 -9. 340 1. 00 0. 00 H 

AT0M77 HA LEU A 8128.071 10.128 -10.601 1.00 0. 00 H 

AT0M78 1HB LEU A 8130.672 8.631 -10.370 1.00 0. 00 H 

10 AT0M79 2HB LEU A 8129. 197 7. 877 -10. 946 1. 00 0. 00 H 

AT0M80 HG LEU A 8129. 396 10. 142 -12. 520 1. 00 0. 00 H 

AT0M81 1HD1 LEU A 8132.084 8.967 -12.811 1.00 0. 00 H 

AT0M82 2HD1 LEU A 8131. 847 10. 033 -11. 426 1. 00 0. 00 H 

AT0M83 3HD1 LEU A 8131. 532 10. 623 -13. 057 1. 00 0. 00 H 

15 AT0M84 1HD2 LEU A 8128. 770 7. 784 -13. 120 1. 00 0. 00 H 

AT0M85 2HD2 LEU A 8130. 494 7. 428 -13. 224 1. 00 0. 00 H 

AT0M86 3HD2 LEU A 8129. 773 8. 619 -14. 307 1. 00 0. 00 H 

AT0M87 N ALA A 9129.225 8.249 -8.164 1.00 0. 00 N 

AT0M88 CA ALA A 9128.841 7.501 -6.974 1.00 0. 00 C 

20 AT0M89 C ALA A 9129.972 7.479 -5.949 1.00 0. 00 C 

ATOM90 0 ALA A 9130.411 6.414 -5.515 1.00 0.00 0 

AT0M91 CB ALA A 9128.437 6.083 -7.351 1.00 0. 00 C 

ATOM92 H ALA A 9130.134 8.155 -8.515 1.00 0. 00 H 

ATOM93 HA ALA A 9127. 982 7. 990 -6. 536 1. 00 0. 00 H 

25 AT0M94 1HB ALA A 9127.590 5.779 -6.753 1.00 0. 00 H 

ATOM95 2HB ALA A 9129. 265 5.413 -7.170 1.00 0. 00 H 

AT0M96 3HB ALA A 9128.169 6.050 -8.397 1.00 0. 00 H 

ATOM97 N MET A 10130.436 8.662 -5.564 1.00 0. 00 N 

AT0M98 CA MET A 10131.515 8.780 -4.589 1.00 0. 00 C 
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AT0M99 C MET A 10131.300 9.989 -3.682 1.00 0. 00 C 
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128 N PRO A 12132.345 10.653 -0.619 1.00 0. 00 N 

129 CA PRO A 12133.588 11.103 0.006 1.00 0. 00 C 

130 C PROA 12134.652 11.478 -1.020 1.00 0. 00 C 

131 0 PROA 12135.521 12.308 -0.753 1.00 0.00 0 

132 CB PROA 12134.024 9.881 0.809 1.00 0. 00 C 

133 CG PROA 12133.519 8.717 0.026 1.00 0. 00 C 

134 CD PRO A 12132. 259 9. 179 -0. 666 1. 00 0. 00 C 

135 HA PRO A 12133.420 11.935 0.673 1.00 0. 00 H 

136 1HB PROA 12135.102 9.866 0.892 1.00 0. 00 H 

137 2HB PROA 12133.582 9.915 1.793 1.00 0. 00 H 

138 1HG PROA 12134.257 8.421 -0.704 1.00 0. 00 H 

139 2HG PROA 12133.300 7.896 0.692 1.00 0. 00 H 

140 1HD PROA 12132.244 8.827 -1.687 1.00 0. 00 H , 

141 2HD PROA 12131.389 8.826 -0.133 1.00 0. 00 H 

142 N GLY A 13134.578 10.860 -2.194 1.00 0. 00 N 

143 CA GLY A 13135.540 11.141 -3.243 1.00 0. 00 C 

144 C GLY A 13136.372 9.926 -3.606 1.00 0. 00 C 

145 0 GLY A 13136.823 9.792 -4.744 1.00 0.00 0 

146 H GLY A 13133.864 10.207 -2.350 1.00 0. 00 H 

147 1HA GLY A 13135. 011 11.477 -4.122 1.00 0. 00 H 

148 2HA GLY A 13136.201 11.929 -2.911 1.00 0. 00 H 

149 N ASN A 14136. 576 9. 041 -2. 637 1. 00 0. 00 N 

150 CA ASN A 14137.359 7.831 -2.859 1.00 0. 00 C 

151 C ASN A 14136. 448 6. 622 -3. 052 1. 00 0. 00 C 

152 0 ASN A 14136.504 5.949 -4.081 1.00 0.00 0 

153 CB ASN A 14138. 306 7. 588 -1. 683 1. 00 0. 00 C 

154 CG ASN A 14139. 254 8. 748 -1. 453 1. 00 0. 00 C 

155 OD1 ASN A 14139.787 9.325 -2.401 1.00 0.00 0 

156 ND2 ASN A 14139.469 9.095 -0.190 1.00 0. 00 N 
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1. 751 1. 00 0. 00 H 
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1. 482 1. 00 0. 00 H 
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0. 363 1. 00 0. 00 H 
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2. 764 1. 00 0. 00 H 

2. 498 1. 00 0. 00 H 
1. 546 1. 00 0. 00 H 
4.214 1.00 0. 00 N 

4. 642 1. 00 0. 00 C 

5. 555 1. 00 0. 00 C 
5. 854 1. 00 0. 00 0 

5. 366 1. 00 0. 00 C 

6. 580 1. 00 0. 00 C 

7. 743 1. 00 0. 00 C 

8. 821 1. 00 0. 00 0 

7. 573 1. 00 0. 00 0 

4. 836 1. 00 0. 00 H . 

3. 760 1. 00 0. 00 H 

5. 690 1. 00 0. 00 H 

4. 676 1. 00 0. 00 H 

6. 304 1. 00 0. 00 H 

6. 898 1. 00 0. 00 H 

5. 995 1. 00 0. 00 N 

6. 874 1. 00 0. 00 C 

8. 170 1. 00 0. 00 C 
8. 807 1. 00 0. 00 0 

7. 214 1. 00 0. 00 C 

7. 991 1. 00 0. 00 C 
5. 947 1. 00 0. 00 C 

5. 722 1. 00 0. 00 H 

6. 356 1. 00 0. 00 H 

7. 837 1. 00 0. 00 H 
7. 978 1. 00 0. 00 H 
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ATOM 244 2HG1 VAL A 20147.616 5.587 7.534 1.00 0. 00 H 

ATOM 245 3HG1 VAL A 20147.037 6.357 9.012 1.00 0. 00 H 

ATOM 246 1HG2 VAL A 20146. 826 7. 086 5. 170 1. 00 0. 00 H 

ATOM 247 2HG2 VAL A 20147. 658 8. 296 6. 146 1. 00 0. 00 H 

ATOM 248 3HG2 VAL A 20145.997 8.574 5.625 1.00 0. 00 H 

ATOM 249 N GLY A 21144.909 4.361 8.551 1.00 0. 00 N 

ATOM 250 CA GLY A 21144.389 3.766 9.768 1.00 0. 00 C 

ATOM 251 C GLY A 21143.355 2.692 9.492 1.00 0. 00 C 

ATOM 252 0 GLY A 21143.267 1.704 10.221 1.00 0.00 0 

ATOM 253 H GLY A 21145.553 3.868 8.002 1.00 0. 00 H 

ATOM 254 1HA GLY A 21145.209 3.327 10.319 1.00 0. 00 H 

ATOM 255 2HA GLY A 21143.937 4.539 10.371 1.00 0. 00 H 

ATOM 256 N SERA 22142.573 2.885 8.436 1.00 0. 00 N 

ATOM 257 CA SERA 22141.539 1.927 8.063 LOO 0. 00 C 

ATOM 258 C SERA 22142.075 0.916 7.054 1.00 0. 00 C 

ATOM 259 0 SER A 22142. 823 1. 271 6. 144 1. 00 0. 00 0 

ATOM 260 CB SERA 22140.325 2.654 7.480 1.00 0. 00 C 

ATOM 261 OG SERA 22139.898 3.701 8.333 1.00 0.00 0 

ATOM 262 H SERA 22142.693 3.692 7.893 1.00 0. 00 H 

ATOM 263 HA SERA 22141.238 1.401 8.956 1.00 0. 00 H 

ATOM 264 1HB SERA 22140.587 3.073 6.520 1.00 0. 00 H 

ATOM 265 2HB SERA 22139.513 1.952 7.357 1.00 0. 00 H 

ATOM 266 HG SERA 22139.126 4.127 7.955 1.00 0. 00 H 

ATOM 267 N LEU A 23141.687 -0.344 7.223 1.00 0. 00 N 

ATOM 268 CA LEU A 23142.130 -1.405 6.328 1.00 0. 00 C 

ATOM 269 C LEU A 23141.531 -1.230 4.935 1.00 0. 00 C 

ATOM 270 0 LEU A 23140.386 -0.801 4.790 1.00 0.00 0 

ATOM 271 CB LEU A 23141.744 -2.772 6.895 1.00 0. 00 C 

ATOM 272 CG LEU A 23142.431 -3.144 8. 208 1. 00 0. 00 C 
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9. 042 1. 00 0. 00 C 

7. 937 1. 00 0. 00 C 

7. 970 1. 00 0. 00 H 

6. 253 1. 00 0. 00 H 

7. 054 1. 00 0. 00 H 
6. 161 1. 00 0. 00 H 

8. 774 1. 00 0. 00 H 

9. 963 1. 00 0. 00 H 

8. 489 1. 00 0. 00 H 

9. 264 1. 00 0. 00 H 
8. 731 1. 00 0. 00 H 

6. 996 1. 00 0. 00 H 

7. 891 1. 00 0. 00 H 

3. 915 1. 00 0. 00 N 
2. 534 1. 00 0. 00 C 
1. 681 1. 00 0. 00 C 
1. 922 1. 00 0. 00 0 

1. 953 1. 00 0. 00 C 

4. 095 1. 00 0. 00 H 

2. 531 L 00 0. 00 H 
0. 892 1. 00 0. 00 H 
2. 433 1. 00 0. 00 H 
2. 123 1. 00 0. 00 H 
0. 683 1. 00 0. 00 N 

-0. 206 1. 00 0. 00 C 

-1. 615 1. 00 0. 00 C 

-2. 065 1. 00 0. 00 0 

-0. 244 1. 00 0. 00 C 

-0. 914 1. 00 0. 00 C 
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•1. 702 1. 00 0. 00 C 

■1. 813 1. 00 0. 00 0 

•2. 207 1. 00 0. 00 0 

0. 541 1. 00 0. 00 H 

0. 184 1. 00 0. 00 H 

0. 768 1. 00 0. 00 H 
•0. 783 1. 00 0. 00 H 

1. 587 1. 00 0. 00 H 

0. 153 1. 00 0. 00 H 
•2. 305 1. 00 0. 00 N 
•3. 663 1. 00 0. 00 C 
•4. 682 1. 00 0. 00 C 

4. 350 1. 00 0. 00 0 
3. 830 1. 00 0. 00 C 
•5. 188 1. 00 0. 00 C 

2. 708 1. 00 0. 00 C 
•1. 892 1. 00 0. 00 H 
•3. 857 1. 00 0. 00 H 

3. 777 1. 00 0. 00 H 

5. 964 1. 00 0. 00 H 
5. 227 1. 00 0. 00 H 
5. 337 1. 00 0. 00 H 
2. 962 1. 00 0. 00 H 

1. 793 1. 00 0. 00 H 

2. 574 1. 00 0. 00 H 

5. 925 1. 00 0. 00 N 

6. 995 1. 00 0. 00 C 

7. 860 1. 00 0. 00 C 

8. 978 1. 00 0. 00 0 
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ATOM 


385 


HA 


PRO 


A 


30147. 386 


-13. 132 


-5. 657 


1. 00 


0. 00 H 




ATOM 


386 


1HB 


PRO 


A 


30149. 263 


-11.865 


-4. 223 


1. 00 


0. 00 H 




ATOM 


387 


2HB 


PRO 


A 


30149. 660 


-12.715 


-5. 722 


1. 00 


0. 00 H 




ATOM 


388 


1HG 


PRO 


A 


30149. 254 


-9. 787 


-5. 256 


1. 00 


0. 00 H 
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ATOM 389 2HG PROA 30150.491 -10.604 -6.227 1.00 0. 00 H 

ATOM 390 1HD PROA 30148.221 -9.470 -7.272 1.00 0. 00 H 

ATOM 391 2HD PROA 30149.106 -10.802 -8.038 1.00 0. 00 H 

ATOM 392 N PROA 31145.743 -12.160 -3.985 1.00 0. 00 N 

5 ATOM 393 CA PROA 31144.867 -11.651 -2.922 1.00 0. 00 C 

ATOM 394 C PROA 31145.631 -11.361 -1.634 1.00 0. 00 C 

ATOM 395 0 PROA 31145.878 -12.261 -0.831 1.00 0.00 0 

ATOM 396 CB PROA 31143.861 -12.788 -2.699 1.00 0. 00 C 

ATOM 397 CG PROA 31143.932 -13.617 -3.935 1.00 0. 00 C 

10 ATOM 398 CD PROA 31145.346 -13.508 -4.423 1.00 0. 00 C 

ATOM 399 HA PROA 31144.345 -10.759 -3.236 1.00 0. 00 H 

ATOM 400 1HB PROA 31144.145 -13.356 -1.825 1.00 0. 00 H 

ATOM 401 2HB PROA 31142.874 -12.374 -2.559 1.00 0. 00 H 

ATOM 402 1HG PROA 31143.693 -14.645 -3.702 1.00 0. 00 H 

15 ATOM 403 2HG PROA 31143.248 -13.232 -4.677 1.00 0. 00 H 

ATOM 404 1HD PROA 31145.965 -14.263 -3.962 1.00 0. 00 H 

ATOM 405 2HD PROA 31145.383 -13.591 -5.499 1.00 0. 00 H 

ATOM 406 N PHE A 32146. 003 -10. 099 -1. 443 1. 00 0. 00 N 

ATOM 407 CA PHE A 32146.739 -9.692 -0.251 1.00 0. 00 C 

20 ATOM 408 C PHE A 32145.957 -8.649 0.541 1.00 0. 00 C 

ATOM 409 0 PHE A 32145. 177 -7. 882 -0. 023 1. 00 0. 00 0 

ATOM 410 CB PHE A 32148.111 -9.133 -0.638 1.00 0. 00 C 

ATOM 411 CG PHE A 32148.053 -8.094 -1.721 1.00 0. 00 C 

ATOM 412 CD1 PHE A 32148.601 -8.346 -2.969 1.00 0. 00 C 

25 ATOM 413 CD 2 PHE A 32147.452 -6.868 -1.492 1.00 0. 00 C 

ATOM 414 CE1 PHE A 32148.550 -7.391 -3.967 1.00 0. 00 C 

ATOM 415 CE2 PHE A 32147.398 -5.910 -2. 486 1.00 0. 00 C 

ATOM 416 CZ PHE A 32147.948 -6.173 -3.726 1.00 0. 00 C 

ATOM 417 H PHE A 32145.778 -9.427 -2.119 1.00 0. 00 H 
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ATOM 


418 


HA 


PHE A 


rt rt ^ a t% f\ n f\ 

32146. 878 • 


-10. 566 


0. 367 


l. 00 


A A A TT 

0. 00 H 




ATOM 


419 


1HB 


PHE A 


32148. 565 


o /inn 

-8. 682 


0. 231 


1 A A 

l. 00 


A A A TT 

0. 00 H 




ATOM 


420 


2HB 


PHE A 


32148. 735 


-9. 944 


-0. 985 


i A A 

l. 00 


A A A TT 

0. 00 H 




ATOM 


421 


HD1 


PHE A 


rt e\ -t a r\ rt rt 4 

32149. 071 


-9. 298 


-3. 159 


W rt rt 

l. 00 


A A A TT 

0. 00 H 


5 


ATOM 


422 


HD2 


PHE A 


32147. 022 


-6. 661 


-0. 523 


4 rt rt 

l. 00 


A A A TT 

0. 00 H 




ATOM 


423 


HE1 


PHE A 


32148. 981 


-7. 600 


-4. 936 


l. 00 


0. 00 H 




ATOM 


424 


HE2 PHE A 


32146. 927 


-4. 957 


-2. 295 


l. 00 


0. 00 H 




ATOM 


425 


it rt 

HZ 


PHE A 


32147. 907 


-5. 425 


-4. 505 


l. 00 


0. 00 H 




ATOM 


426 


N 


TYR A 


33146. 172 


-8. 627 


l. 852 


l. 00 


0. 00 N 


10 


ATOM 


427 


CA 


TYR A 


33145. 487 


-7. 678 


2. 724 


l. 00 


0. 00 c 




ATOM 


428 


C 


TYR A 


33146. 483 


-6. 735 


3. 392 


l. 00 


0. 00 c 




ATOM 


429 


0 


TYR A 


33147. 663 


-7. 058 


3. 527 


l. 00 


0. 00 0 




ATOM 


430 


CB 


TYR A 


33144. 680 


-8. 423 


3. 788 


l. 00 


0. 00 c 




ATOM 


431 


CG 


TYR A 


33143. 321 


-8. 881 


3. 308 


l. 00 


0. 00 c 


15 


ATOM 


432 


CD1 


TYR A 


33142. 445 


-7. 995 


2. 695 


l. 00 


0. 00 c 




ATOM 


433 


CD2 


TYR A 


33142. 916 


-10. 200 


3. 468 


l. 00 


0. 00 c 




ATOM 


434 


/TP ■< 

CE1 


TYR A 


33141. 203 


-8. 410 


2. 254 


l. 00 


0. 00 c 




ATOM 


435 


at? n 

CE2 


TYR A 


33141. 675 


-10. 623 


3. 030 


l. 00 


0. 00 c 




ATOM 


436 


CZ 


TYR A 


33140. 822 


-9. 724 


2. 425 


I. 00 


0. 00 c 


20 


ATOM 


437 


OH 


TYR A 


33139. 587 


-10. 141 


l. 987 


l. 00 


0. 00 0 




ATOM 


438 


H 


TYR A 


33146. 805 


-9. 264 


2. 244 


l. 00 


0. 00 H 




ATOM 


439 


HA 


TYR A 


33144. 813 


-7. 096 


2. 115 


l. 00 


0. 00 H 




ATOM 


440 


1HB 


TYR A 


33145. 231 


-9. 295 


4. 104 


l. 00 


0. 00 H 




ATOM 


441 


2HB 


TYR A 


33144. 530 


-7. 771 


4. 638 


l. 00 


0. 00 H 


25 


ATOM 


442 


HD1 


TYR A 


33142. 745 


-6. 966 


2. 563 


l. 00 


0. 00 H 




ATOM 


443 


HD2 


TYR A 


33143. 585 


-10. 901 


3. 944 


l. 00 


0. 00 H 




ATOM 


444 


HE1 


TYR A 


33140. 535 


-7. 706 


l. 780 


l. 00 


0. 00 H 




ATOM 


445 


HE 2 


TYR A 


33141. 378 


-11. 653 


3. 163 


l. 00 


0. 00 H 




ATOM 


446 


HH 


TYR A 


33138.915 


-9. 527 


2. 291 


l. 00 


0. 00 H 
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ATOM 447 N GLY A 34146. 000 -5. 569 3. 806 1. 00 0. 00 N 

ATOM 448 CA GLY A 34146.860 -4.597 4.454 1. 00 0. 00 C 

ATOM 449 C GLY A 34146.089 -3.403 4.982 1.00 0. 00 C 

ATOM 450 0 GLY A 34144. 865 -3. 346 4. 867 1. 00 0. 00 0 

5 ATOM 451 H GLY A 34145.050 -5.367 3.670 1.00 0. 00 H 

ATOM 452 1HA GLY A 34147.369 -5.075 5.278 1.00 0. 00 H 

ATOM 453 2HA GLY A 34147.594 -4.251 3.743 1.00 0. 00 H 

ATOM 454 N VAL A 35146.806 -2.446 5.563 1.00 0. 00 N 

ATOM 455 CA VAL A 35146.181 -1.248 6.109 1.00 0. 00 C 

10 ATOM 456 C VAL A 35146.793 0.013 5.508 1.00 0. 00 C 

ATOM 457 0 VAL A 35147.996 0.070 5.250 1.00 0.00 0 

ATOM 458 CB VAL A 35146.314 -1.196 7.645 1.00 0. 00 C 

ATOM 459 CGI VAL A 35147.778 -1.180 8.059 1.00 0. 00 C 

ATOM 460 CG2 VAL A 35145.577 0.012 8.206 1.00 0. 00 C 

15 ATOM 461 H VAL A 35147.779 -2.549 5.624 1.00 0. 00 H 

ATOM 462 HA VAL A 35145.131 -1.278 5.861 1.00 0. 00 H 

ATOM 463 HB VAL A 35145.860 -2.086 8.054 1.00 0. 00 H 

ATOM 464 1HG1 VAL A 35148.066 -2.162 8.404 1.00 0. 00 H 

ATOM 465 2HG1 VAL A 35147.920 -0.463 8.855 1.00 0. 00 H 

20 ATOM 466 3HG1 VAL A 35148.389 -0.902 7.213 1.00 0. 00 H 

ATOM 467 1HG2 VAL A 35145.215 -0.216 9.197 1.00 0. 00 H 

ATOM 468 2HG2 VAL A 35144.744 0.256 7.564 1.00 0. 00 H 

ATOM 469 3HG2 VAL A 35146.252 0.854 8.255 1.00 0. 00 H 

ATOM 470 N ILE A 36145.957 1.023 5.287 1.00 0. 00 N 

25 ATOM 471 CA ILEA 36146.417 2.284 4.717 1.00 0: 00 C 

ATOM 472 C ILEA 36147.383 2.991 5.660 1. 00 0. 00 C 

ATOM 473 0 ILEA 36147.192 2.989 6.877 1.00 0.00 0 

ATOM 474 CB ILEA 36145.237 3.227 4.404 1.00 0. 00 C 

ATOM 475 CGI ILE A 36144.177 2.498 3.576 1.00 0. 00 C 
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ATOM 


476 


CG2 


ILE A 


36145. 730 


A i An 

4. 467 




ATOM 


477 


CD1 


ILE A 


36142. 978 


3. 357 




ATOM 


478 


H 


ILE A 


36145. 010 


0. 918 




ATOM 


479 


HA 


ILE A 


36146. 929 


2. 063 


5 


ATOM 


480 


HB 


ILE A 


36144. 800 


3. 541 




ATOM 


481 


1HG1 


ILE A 


36144. 619 


2. 169 




ATOM 


482 


2HG1 


ILE A 


36143. 826 


1. 638 




ATOM 


483 


1HG2 


ILE A 


36145.006 


4. 756 




ATOM 


484 


2HG2 


ILE A 


36146. 675 


4. 252 


10 


ATOM 


485 


3HG2 


ILE A 


36145. 859 


5. 274 




ATOM 


486 


1HD1 


ILE A 


36142. 825 


3. 361 




ATOM 


487 


2HD1 


ILE A 


36143. 151 


4. 367 




ATOM 


488 


3HD1 


ILE A 


36142. 100 


2. 957 




ATOM 


489 


N 


ARG A 


37148. 422 


3. 594 


15 


ATOM 


490 


CA 


ARG A 


37149. 419 


4. 306 




ATOM 


491 


C 


ARG A 


37149. 600 


5. 734 




ATOM 


492 


0 


ARG A 


37149. 315 


6. 696 




ATOM 


493 


CB 


ARG A 


37150. 757 


3. 565 




ATOM 


494 


CG 


ARG A 


37150. 628 


2. 064 


20 


ATOM 


495 


CD 


ARG A 


37150. 143 


1. 726 




ATOM 


496 


NE 


ARG A 


37150. 984 


2. 329 




ATOM 


497 


CZ 


ARG A 


37150. 601 


2. 499 




ATOM 


498 


NH1 


. ARG A 


37149. 394 


2. 110 




ATOM 


499 


NHS 


! ARG A 


37151. 427 


3. 058 


25 


ATOM 


500 


H 


ARG A 


37148. 520 


3. 561 




ATOM 


501 


HA 


ARG A 


37149. 069 


4. 340 




ATOM 


502 


1HB 


ARG A 


37151. 224 


3. 742 




ATOM 


503 


2HB 


ARG A 


37151. 396 


3. 955 




ATOM 


504 


1HG 


ARG A 


37149. 922 


1. 675 
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3. 673 1. 00 0. 00 C 

3. 239 1. 00 0. 00 C 
5.514 1.00 0. 00 H 
3.791 1.00 O.OOH 
5. 340 1. 00 0. 00 H 
2. 647 1. 00 0. 00 H 

4. 126 1. 00 0. 00 H 

2. 925 1. 00 0. 00 H 

3. 195 1. 00 0. 00 H 

4. 379 1. 00 0. 00 H 

2. 170 1. 00 0. 00 H 

3. 582 1. 00 0. 00 H 
3. 726 1. 00 0. 00 H 

5. 092 1. 00 0. 00 N 
5. 884 1. 00 0. 00 C 

5. 378 1. 00 0. 00 C 

6. 093 1. 00 0. 00 0 

5. 841 1. 00 0. 00 C 

6. 040 1. 00 0. 00 C 

7. 441 1. 00 0. 00 C 

8. 471 1. 00 0. 00 N 

9. 735 1. 00 0. 00 C 
10. 129 1. 00 0. 00 N 
10. 608 1. 00 0. 00 N 

4.118 1.00 O.OOH 

6. 905 1. 00 0. 00 H 

4. 884 1. 00 0. 00 H 
6. 620 1. 00 0. 00 H 

5. 323 1. 00 0. 00 H 
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ATOM 505 2HG ARG A 37151.594 1.605 5.883 1.00 0. 00 H 

ATOM 506 1HD ARG A 37149.133 2.090 7.555 1.00 0. 00 H 

ATOM 507 2HD ARG A 37150.153 0.653 7.563 1.00 0. 00 H 

ATOM 508 HE ARG A 37151.881 2.624 8.209 1.00 0. 00 H 

5 ATOM 509 1HH1 ARG A 37148.767 1.687 9.476 1.00 0. 00 H 

ATOM 510 2HH1 ARG A 37149.113 2.240 11.079 1.00 0. 00 H 

ATOM 511 1HH2 ARG A 37152.338 3.353 10.317 1.00 0. 00 H 

ATOM 512 2HH2 ARG A 37151. 140 3. 187 11. 558 1. 00 0. 00 H 

ATOM 513 N TRP A 38150.072 5.866 4.142 1.00 0. 00 N 

10 ATOM 514 CA TRP A 38150.288 7.178 3.544 1.00 0. 00 C 

ATOM 515 C TRP A 38149.492 7.328 2.251 1.00 0. 00 C 

ATOM 516 0 TRP A 38149.509 6.447 1.392 1.00 0.00 0 

ATOM 517 CB TRP A 38151.780 7.399 3.270 1.00 0. 00 C 

ATOM 518 CG TRP A 38152.063 8.608 2.427 1.00 0. 00 C 

15 ATOM 519 CD1 TRP A 38152.324 9.874 2.866 1.00 0. 00 C 

ATOM 520 CD 2 TRP A 38152.107 8.664 0.996 1.00 0. 00 C 

ATOM 521 NE1 TRP A 38152.526 10.713 1.797 1.00 0. 00 N 

ATOM 522 CE2 TRP A 38152.399 9.993 0.638 1.00 0. 00 C 

ATOM 523 CE3 TRP A 38151.928 7.718 -0.018 1.00 0. 00 C 

20 ATOM 524 CZ2 TRP A 38152.516 10.399 -0.691 1.00 0. 00 C 

ATOM 525 CZ3 TRP A 38152.045 8.121 -1.335 1.00 0. 00 C 

ATOM 526 CH2 TRP A 38152.336 9.450 -1.661 1.00 0. 00 C 

ATOM 527 H TRP A 38150.280 5.062 3.622 1.00 0. 00 H 

ATOM 528 HA TRP A 38149. 949 7. 922 4. 248 1. 00 0. 00 H 

25 ATOM 529 1HB TRP A 38152.298 7.522 4.209 1.00 0. 00 H 

ATOM 530 2HB TRP A 38152.176 6.534 2.757 1.00 0. 00 H 

ATOM 531 HD1 TRP A 38152.360 10.161 3.907 1.00 0. 00 H 

ATOM 532 HE 1 TRP A 38152.730 11.670 1.855 1.00 0. 00 H 

ATOM 533 HE3 TRP A 38151.702 6.688 0.214 1.00 0. 00 H 
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ATOM 


534 


HZ2 


TRP A 


38152. 738 


11. 420 


-0. 959 


1. 00 


0. 00 H 




ATOM 


535 


HZ 3 TRP A 


38151. 910 


7. 403 


-2. 131 


1. 00 


0. 00 H 




ATOM 


536 


TTTTO 

HH2 


TRP A 


38152. 419 


9. 721 


-2. 704 


1. 00 


0. 00 H 




ATOM 


537 


N 


TT r* A 

ILE A 


39148. 803 


8. 456 


2. 118 


1. 00 


0. 00 N 


5 


ATOM 


538 


CA 


ILE A 


39148. 008 


8. 733 


0. 928 


1. 00 


0. 00 c 




ATOM 


539 


C 


ILE A 


39148. 425 


10. 058 


0. 302 


1. 00 


0. 00 c 




ATOM 


540 


0 


ILE A 


39148. 116 


11. 128 


0. 827 


1. 00 


0. 00 0 




ATOM 


541 


CB 


ILE A 


39146. 503 


8. 781 


1. 255 


1. 00 


0. 00 c 




ATOM 


542 


CGI 


ILE A 


39146. 092 


7. 549 


2. 061 


1. 00 


0. 00 c 


10 


ATOM 


543 


CG2 


ILE A 


39145. 687 


8. 879 


-0. 026 


1. 00 


0.00 c 




ATOM 


544 


CD1 


ILE A 


39144. 786 


7. 722 


2. 806 


1. 00 


0. 00 c 




ATOM 


545 


H 


ILE A 


39148. 836 


9. 121 


2. 836 


1. 00 


0. 00 H 




ATOM 


546 


HA 


ILE A 


39148. 179 


7. 937 


0. 218 


1. 00 


0. 00 H 




ATOM 


547 


HB 


ILE A 


39146. 313 


9. 668 


1. 841 


1. 00 


0. 00 H 


15 


ATOM 


548 


1HG1 


ILE A 


39145. 982 


6. 708 


1. 392 


1. 00 


0. 00 H 




ATOM 


549 


2HG1 


ILE A 


39146. 861 


7. 328 


2. 786 


1. 00 


0. 00 H 




ATOM 


550 


1HG2 


ILE A 


39146. 116 


8. 231 


-0. 776 


1. 00 


0. 00 H 




ATOM 


551 


2HG2 


ILE A 


39145. 698 


9. 899 


-0. 383 


1. 00 


0. 00 H 




ATOM 


552 


3HG2 


ILE A 


39144. 670 


8. 577 


0. 171 


1. 00 


0. 00 H 


20 


ATOM 


553 


1HD1 


ILE A 


39144. 681 


6. 934 


3. 538 


1. 00 


0. 00 H 




ATOM 


554 


2HD1 


ILE A 


39143. 964 


7. 676 


2. 107 


1. 00 


0. 00 H 




ATOM 


555 


3HD1 


ILE A 


39144. 781 


8. 680 


3. 306 


1. 00 


0. 00 H 




ATOM 


556 


N 


OT XT A 

GLY A 


40149. 136 


9. 983 


-0. 819 


1. 00 


0. 00 N 




ATOM 


557 


CA 


GLY A 


40149. 587 


11. 188 


-1. 488 


1. 00 


0. 00 C 


25 


ATOM 


558 


C 


GLY A 


40150. 050 


10. 933 


-2. 908 


1. 00 


0.00 C 




ATOM 


559 


0 


GLY A 


40149. 843 


9. 848 


-3. 453 


1. 00 


0. 00 0 




ATOM 


560 


H 


GLY A 


40149. 357 


9. 104 


-1. 191 


1. 00 


0.00 H 




ATOM 


561 


1HA 


GLY A 


40148. 778 


11. 900 


-1. 508 


1. 00 


0. 00 H 




ATOM 


562 


2HA 


GLY A 


40150. 407 


11. 610 


-0. 926 


1. 00 


0.00 H 



WO 2004/016781 
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ATOM 


563 


N 


GLN A 


41150. 676 


11. 938 


-3. 509 


1. 00 


0. 00 N 




ATOM 


564 


CA 


GLN A 


41151. 171 


11. 830 


-4. 875 


1. 00 


0. 00 C 




ATOM 


565 


C 


GLN A 


41152. 650 


12. 210 


-4. 947 


1. 00 


0. 00 C 




ATOM 


566 


0 


GLN A 


41153.014 


13. 357 


-4. 695 


1. 00 


0. 00 0 


5 


ATOM 


567 


CB 


GLN A 


41150. 356 


12. 735 


-5. 799 


1. 00 


0. 00 c 




ATOM 


568 


CG 


GLN A 


41148.852 


12. 582 


-5. 627 


1. 00 


0. 00 c 




ATOM 


569 


CD 


GLN A 


41148. 121 


13. 907 


-5. 696 


1. 00 


0. 00 c 




ATOM 


570 


0E1 


GLN A 


41148. 156 


14. 700 


-4. 755 


1. 00 


0. 00 0 




ATOM 


571 


NE2 GLN A 


41147. 452 


14. 154 


-6. 815 


1. 00 


0. 00 N 


10 


ATOM 


572 


H 


GLN A 


41150. 807 


12. 778 


-3. 022 


1. 00 


0. 00 H 




ATOM 


573 


HA 


GLN A 


41151. 053 


10. 806 


-5. 193 


1. 00 


0. 00 H 




ATOM 


574 


1HB 


GLN A 


41150. 615 


13. 762 


-5. 596 


1. 00 


0. 00 H 




ATOM 


575 


2HB 


GLN A 


41150. 606 


12. 504 


-6. 822 


1. 00 


0. 00 H 




ATOM 


576 


1HG 


GLN A 


41148. 476 


11. 940 


-6. 410 


1. 00 


0. 00 H 


15 


ATOM 


577 


2HG 


GLN A 


41148. 657 


12. 129 


-4. 666 


1. 00 


0. 00 H 




ATOM 


578 


1HE2 


GLN A 


41147. 467 


13. 476 


-7. 523 


1. 00 


0. 00 H 




ATOM 


579 2HE2 GLN A 


41146. 970 


15. 005 


-6. 889 


1. 00 


0. 00 H 




ATOM 


580 


N 


PRO A 


42153. 526 


11. 248 


-5. 290 


1. 00 


0. 00 N 




ATOM 


581 


CA 


PRO A 


42154. 970 


11. 495 


-5. 387 


1. 00 


0. 00 c 


20 


ATOM 


582 


C 


PRO A 


42155. 300 


12. 609 


-6. 376 


1. 00 


0. 00 c 




ATOM 


583 


0 


PRO A 


42154. 494 


12. 938 


-7. 247 


1. 00 


0. 00 0 




ATOM 


584 


CB 


PRO A 


42155. 535 


10. 160 


-5. 880 


1. 00 


0. 00 c 




ATOM 


585 


CG 


PRO A 


42154.511 


9. 149 


-5. 496 


1. 00 


0. 00 c 




ATOM 


586 


CD 


PRO A 


42153. 188 


9. 849 


-5. 607 


1. 00 


0. 00 c 


25 


ATOM 


587 


HA 


PRO A 


42155. 394 


11. 735 


-4. 424 


1. 00 


0. 00 H 




ATOM 


588 


1HB 


PRO A 


42155. 673 


10. 197 


-6. 951 


1. 00 


0. 00 H 




ATOM 


589 


2HB 


PRO A 


42156. 481 


9. 965 


-5. 397 


1. 00 


0. 00 H 




ATOM 


590 


1HG 


PRO A 


42154. 549 


8. 309 


-6. 174 


1. 00 


0. 00 H 




ATOM 


591 


2HG 


PRO A 


42154. 678 


8. 821 


-4. 481 


1. 00 


0. 00 H 



WO 2004/016781 

^ 1055 





AIOM 


592 


1 TTTi 

1HD 


PRO 


A 


42152. 797 


9. 763 




ATOM 


rno 

593 


2HD 


PRO 


A 


42152. 486 


9. 450 




ATOM 


594 


XT 

N 


PRO 


A 


A n 1 f /■» Ann 

43156. 498 


13. 206 




ATOM 


r t\ r 

595 


A A 

CA 


TV TV /"V 

PRO 


A 


A C\ r" AAA 

43156. 932 


14. 287 


5 


A TAlf 

ATOM 


1" A A 

596 


c 


PRO 


A 


43157. 257 


13. 788 




ATOM 


597 


0 


PRO 


A 


43158. 402 


13. 454 




ATOM 


r* a a 

598 


CB 


PRO 


A 


43158. 194 


14. 817 




ATOM 


n A A 

599 


CG 


PRO 


A 


43158. 722 


13. 662 




ATOM 


600 


CD 


PRO 


A 


43157. 519 


12. 874 


10 


ATOM 


601 


HA 


PRO 


A 


43156. 194 


15. 072 




ATOM 


602 


1HB 


PRO 


A 


43158. 899 


15. 144 




ATOM 


603 


2HB 


PRO 


A 


43157. 940 


15. 644 




ATOM 


604 


1HG 


PRO 


A 


43159. 356 


13. 055 




ATOM 


605 


2HG 


PRO 


A 


43159. 273 


14. 017 


15 


ATOM 


606 


1HD 


PRO 


A 


43157. 738 


11. 816 




ATOM 


607 


2HD 


PRO 


A 


43157. 204 


13. 188 




ATOM 


608 


N 


GLY 


A 


44156. 242 


13. 740 




ATOM 


609 


CA 


GLY 


A 


44156. 443 


13. 281 




ATOM 


610 


C 


GLY 


A 


44155. 166 


12. 772 


20 


ATOM 


611 


0 


GLY 


A 


44154. 808 


13. 184 




ATOM 


612 


H 


GLY 


A 


44155. 350 


14. 021 




ATOM 


613 


1HA 


GLY 


A 


44156. 824 


14. 099 




ATOM 


614 


2HA 


GLY 


A 


44157. 171 


12. 484 




a n a» r 

ATOM 


615 


N 


LEU 


A 


45154. 477 


11. 874 


25 


ATOM 


616 


CA 


T TT* TT 

LEU 


A 


45153. 232 


11. 309 




ATOM 


617 


C 


LEU 


A 


45152. 080 


11. 584 




ATOM 


618 


0 


LEU 


A 


45152. 048 


11. 056 




ATOM 


619 


CB 


LEU 


A 


45153. 383 


9. 802 




ATOM 


620 


CG 


LEU 


A 


45153. 993 


9. 040 



PCT/JP2003/010288 

-6. 610 1. 00 0. 00 H 

-4. 889 1. 00 0. 00 H 

-6. 255 1. 00 0. 00 N 

-7. 143 1. 00 0. 00 C 

-8. 547 1. 00 0. 00 C 

-8. 848 1. 00 0. 00 0 

-6. 464 1. 00 0. 00 C 

-5. 688 1. 00 0. 00 C 

-5. 244 1. 00 0. 00 C 

-7. 203 1. 00 0. 00 H 

-7. 215 1. 00 0. 00 H 

-5.818 1.00 0. 00 H 

-6.317 1.00 0. 00 H 

-4. 830 1. 00 0. 00 H 

-5. 252 1. 00 0. 00 H 

-4. 261 1. 00 0. 00 H 

-9. 402 1. 00 0. 00 N 

10. 762 1. 00 0. 00 C 

11. 398 1. 00 0. 00 C 

12. 502 1. 00 0. 00 0 
-9. 106 1. 00 0. 00 H 
11. 354 1. 00 0. 00 H 
10. 757 1. 00 0. 00 H 

10. 703 1. 00 0. 00 N 

11. 212 1. 00 0. 00 C 

10. 252 1. 00 0. 00 C 
-9. 141 1. 00 0. 00 0 

11. 426 1. 00 0. 00 C 
10. 248 1. 00 0. 00 C 



WO 2004/016781 

^ 1056 





A THAI 
A1UM 


C 0 1 

bz 1 


PT\ 1 


LEU 


A 


451bd. 616 


7. 566 




AIUM 


coo 




LEU 


A 


45155. 507 


9. 208 




A thai 

AIUM 


coo 
DZO 


TT 

H 


T T?TT 

LEU 


A 

A 


a r i r a oio 

45154. 812 


11 P O P 

ll. 585 




a thai 

ATOM 


C O A 

624 


TT A 

HA 


T T?TT 

LEU 


A 

A 


45153. 016 


11 rTHft 

ll. 779 


r 

5 


ATOM 


625 


1HB 


LEU 


A 

A 


>i p 1 p n a r\ r~ 

45152. 405 


a, n a ft 

9. 390 




A TAXf 

ATOM 


626 


OTTT> 

2HB 


LEU 


A 

A 


45154. 010 


9. 644 




ATOM 


o n n 

627 


HG 


T T*T¥ 

LEU 


A 

A 


i r 1 r n ft a /\ 

45153. 600 


9. 444 




A TA1( 

ATOM 


POO 

628 


1 TTT\ 1 

lHDl 


LEU 


A 


A P 1 P A ^ ft n 

45154. 508 


6. 968 




ATOM 


o n a 

629 


OTTTV 1 

2HD1 


LEU 


A 


i r < p n n ft n 

45152. 962 


7. 395 


10 


ATOM 


p n a 

630 


n TTT\ 1 

3HD1 


LEU 


A 


45153. 108 


7. 286 




ATOM 


ft O 1 

631 


1HD2 


LEU 


A 


45155. 978 


8. 267 




ATOM 


632 


2HD2 


LEU 


A 


45155. 821 


9. 522 




ATOM 


633 


3HD2 


LEU 


A 


45155. 797 


9. 954 




ATOM 


634 


N 


ASN 


A 


46151. 134 


12. 411 


15 


ATOM 


635 


CA 


ASN 


A 


46149. 985 


12. 744 




ATOM 


636 


C 


ASN 


A 


46149. 025 


11. 564 




A T> AH 1 

ATOM 


637 


0 


ASN 


A 


46148. 334 


11. 244 




ATOM 


ft d n 

638 


CB 


a n\i 

ASN 


A 


46149. 263 


13. 970 




A TAlf 

ATOM 


n o r\ 

639 


CG 


ASN 


A 


46148. 587 


14. 788 


20 


ATOM 


ft a n 

640 


0Dl 


ASN 


A 


46147. 364 


14. 927 




A T»/"lXf 

ATOM 


ft a -t 

641 


ND2 


ASN 


A 


46149. 382 


15. 336 




A TAXf 

ATOM 


642 


TT 

H 


a n \t 

ASN 


A 


46151. 209 


12. 804 




ATOM 


643 


TT A 

HA 


ASN 


A 

A 


46150. 346 


12. 969 




A TTlAf 

ATOM 


O A A 

644 


1 TTT* 

lHB 


« O XT 

ASN 


A 

A 


46149. 978 


14. 601 


0 c 
60 


ATOM 


C >i p. 

645 


2HB 


a O XT 

ASN 


A 


i n i yi O pit 

46148. 511 


1 O ft A P7 

13. 647 




ATOM 


646 


1HD2 


ASN 


A 


46150. 346 


15. 184 




ATOM 


647 


2HD2 


ASN 


A 


46148. 971 


15. 871 




ATOM 


648 


N 


GLU 


A 


47148. 986 


10. 919 




ATOM 


649 


CA 


GLU 


A 


47148. Ill 


9. 773 



PCT/JP2003/010288 

10. 311 1. 00 0. 00 C 

10. 230 1. 00 0. 00 C 
-9. 827 1. 00 0. 00 H 
12. 159 1. 00 0. 00 H 

11. 629 1. 00 0. 00 H 

12. 292 1. 00 0. 00 H 
-9. 326 1. 00 0. 00 H 
10. 422 1. 00 0. 00 H 
11.153 1.00 0. 00 H 
-9. 399 1. 00 0. 00 H 
10. 475 1. 00 0. 00 H 
-9. 245 1. 00 0. 00 H 
10. 954 1. 00 0. 00 H 
10. 685 1. 00 0. 00 N 
-9. 853 1. 00 0. 00 C 
-9. 775 1. 00 0. 00 C 
10. 743 1. 00 0. 00 0 

10. 414 1. 00 0. 00 C 
-9. 332 1. 00 0. 00 C 
-9. 315 1. 00 0. 00 0 
-8. 419 1. 00 0. 00 N 

11. 580 1. 00 0. 00 H 
-8. 860 1. 00 0. 00 H 
10.921 1.00 0. 00 H 
11. 118 1. 00 0. 00 H 
-8. 495 1. 00 0. 00 H 
-7. 709 1. 00 0. 00 H 
-8.614 1.00 0. 00 N 
-8.401 1. 00 0. 00 C 



WO 2004/016781 
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ATOM 


650 


C 


GLU A 


47148. 019 


9. 432 




ATOM 


651 


0 


GLU A 


47149. 028 


9. 143 




ATOM 


652 


CB 


GLU A 


47148. 617 


8. 560 




ATOM 


653 


CG 


GLU A 


47150. 131 


8. 423 


5 


ATOM 


654 


CD 


GLU A 


47150. 624 


7. 484 




ATOM 


655 


0E1 


GLU A 


47150. 969 


6. 329 




ATOM 


656 


0E2 


GLU A 


47150. 664 


7. 902 




ATOM 


657 


H 


GLU A 


47149. 561 


11. 222 




ATOM 


658 


HA 


GLU A 


47147. 127 


10. 037 


10 


ATOM 


659 


1HB 


GLU A 


47148. 200 


7. 665 




ATOM 


660 


2HB 


GLU A 


47148. 279 


8. 642 




ATOM 


661 


1HG 


GLU A 


47150. 567 


9. 396 




ATOM 


662 


2HG 


GLU A 


47150. 453 


8. 043 




ATOM 


663 


N 


VAL A 


48146. 806 


9. 458 


15 


ATOM 


664 


CA 


VAL A 


48146. 596 


9. 143 




ATOM 


665 


C 


VAL A 


48146. 991 


7. 702 




ATOM 


666 


0 


VAL A 


48146. 235 


6. 771 




ATOM 


667 


CB 


VAL A 


48145. 128 


9. 358 




ATOM 


668 


CGI 


VAL A 


48144. 974 


9. 233 


20 


ATOM 


669 


CG2 


VAL A 


48144. 629 


10. 711 




ATOM 


670 


H 


VAL A 


48146. 036 


9. 690 




ATOM 


671 


HA 


VAL A 


48147. 217 


9. 805 




ATOM 


672 


HB 


VAL A 


48144. 528 


8. 589 




ATOM 


673 


1HG1 


VAL A 


48144. 001 


9. 600 


25 


ATOM 


674 


2HG1 


VAL A 


48145. 741 


9. 816 




ATOM 


675 


3HG1 


VAL A 


48145. 071 


8. 197 




ATOM 


676 


1HG2 


VAL A 


48143. 931 


11. 115 




ATOM 


677 


2HG2 


VAL A 


48144. 136 


10. 592 




ATOM 


678 


3HG2 


VAL A 


48145. 465 


11. 386 



PCT/JP2003/010288 

-6. 918 1. 00 0. 00 C 

-6. 276 1. 00 0. 00 0 

-9. 186 1. 00 0. 00 C 

-9. 196 1. 00 0. 00 C 

10. 279 1. 00 0. 00 C 
-9. 952 1. 00 0. 00 0 

11. 456 1. 00 0. 00 0 
-7. 882 1. 00 0. 00 H 
-8. 759 1. 00 0. 00 H 
-8. 750 1. 00 0. 00 H 
10. 209 1. 00 0. 00 H 
-9. 359 1. 00 0. 00 H 
-8. 237 1. 00 0. 00 H 
-6. 380 1. 00 0. 00 N 
-4. 973 1. 00 0. 00 C 
-4. 680 1. 00 0. 00 C 
-4. 959 1. 00 0. 00 0 
-4. 559 1. 00 0. 00 C 
-3.051 1.00 0.00 C 
-5. 044 1. 00 0. 00 C 
-6. 940 1. 00 0. 00 H 
-4. 386 1. 00 0. 00 H 
-5. 023 1. 00 0. 00 H 
-2. 757 1. 00 0. 00 H 
-2. 562 1. 00 0. 00 H 
-2. 764 1. 00 0. 00 H 
-4. 324 1. 00 0. 00 H 
-5. 996 1. 00 0. 00 H 
-5. 152 1. 00 0. 00 H 



WO 2004/016781 

;> 1058 





ATOM 


679 


N 


LEU A 


49148. 181 


7. 521 




ATOM 


680 


CA 


LEU A 


49148. 678 


6. 191 




ATOM 


681 


C 


LEU A 


49148. 629 


5. 954 




ATOM 


682 


0 


LEU A 


49149. 336 


6. 610 


5 


ATOM 


683 


CB 


LEU A 


49150. 110 


6. 016 




ATOM 


684 


CG 


LEU A 


49150. 286 


6. 182 




ATOM 


685 


CD1 


LEU A 


49151. 730 


6. 526 




ATOM 


686 


CD2 LEU A 


49149. 855 


4. 919 




ATOM 


687 


H 


LEU A 


49148. 740 


8. 302 


10 


ATOM 


688 


HA 


LEU A 


49148. 040 


5. 470 




ATOM 


689 


1HB 


LEU A 


49150. 737 


6. 742 




ATOM 


690 


2HB 


LEU A 


49150. 447 


5. 027 




ATOM 


691 


HG 


LEU A 


49149. 662 


6. 996 




ATOM 


692 


1HD1 


LEU A 


49151. 753 


7. 225 


15 


ATOM 


693 


2HD1 


LEU A 


49152. 259 


5. 626 




ATOM 


694 


3HD1 


LEU A 


49152. 202 


6. 971 




ATOM 


695 


1HD2 


LEU A 


49150. 382 


4. 846 




ATOM 


696 


2HD2 


LEU A 


49148. 792 


4. 955 




ATOM 


697 


3HD2 


LEU A 


49150. 085 


4. 056 


20 


ATOM 


698 


N 


ALA A 


50147. 792 


5. 012 




ATOM 


699 


CA 


ALA A 


50147. 655 


4. 694 




ATOM 


700 


C 


ALA A 


50148. 603 


3. 569 




ATOM 


701 


0 


ALA A 


50148. 470 


2. 437 




ATOM 


702 


CB 


ALA A 


50146. 217 


4. 316 


25 


ATOM 


703 


H 


ALA A 


50147. 254 


4. 523 




ATOM 


704 


HA 


ALA A 


50147. 904 


5. 581 




ATOM 


705 


1HB 


ALA A 


50146. 127 


3. 241 




ATOM 


706 


2HB 


ALA. A 


50145. 563 


4. 701 




ATOM 


707 


3HB 


ALA A 


50145. 936 


4. 740 



PCT/JP2003/010288 

4.117 1.00 0. 00 N 

3. 789 1. 00 0. 00 C 

■2. 286 1. 00 0. 00 C 

-1. 521 1. 00 0. 00 0 

-4. 298 1. 00 0. 00 C 

-5. 809 1. 00 0. 00 C 

-6. 143 1. 00 0. 00 C 

-6. 537 1. 00 0. 00 C 

-3. 918 1. 00 0. 00 H 

-4. 277 1. 00 0. 00 H 

-3. 801 1. 00 0. 00 H 

-4. 027 1. 00 0. 00 H 

-6. 150 1. 00 0. 00 H 

-6. 966 1. 00 0. 00 H 

-6. 419- 1. 00 0. 00 H 

-5. 280 1. 00 0. 00 H 

-7. 477 1. 00 0. 00 H 

-6. 722 1. 00 0. 00 H 

-5. 929 1. 00 0. 00 H 

-1. 868 1. 00 0. 00 N 
-0. 455 1. 00 0. 00 C 
-0. 052 1. 00 0. 00 C 
-0. 516 1. 00 0. 00 0 
-0. 134 1. 00 0. 00 C 
-2. 525 1. 00 0. 00 H 

0. 109 1. 00 0. 00 H 
-0.091 1.00 0. 00 H 
-0. 904 1. 00 0. 00 H 

0.818 1.00 0. 00 H 



WO 2004/016781 
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ATOM 


708 


N 


GLY A 


51149. 560 


3. 889 




ATOM 


709 


CA 


GLY A 


51150.516 


2. 895 




ATOM 


710 


C 


GLY A 


51149. 875 


1. 819 




ATOM 


711 


0 


GLY A 


51149.355 


2. 100 


5 


ATOM 


712 


H 


GLY A 


51149.617 


4. 807 




ATOM 


713 1HA 


GLY A 


51150. 970 


2. 431 




ATOM 


714 2HA 


GLY A 


51151. 285 


3. 386 




ATOM 


715 


N 


LEU A 


52149.911 


0.. 582 




ATOM 


716 


CA 


LEU A 


52149. 328 


-0. 540 


10 


ATOM 


717 


C 


LEU A 


52150.414 


-1.411 




ATOM 


718 


0 


LEU A 


52151. 413 


-1. 731 




ATOM 


719 


CB 


LEU A 


52148. 453 


-1. 379 




ATOM 


720 


CG 


LEU A 


52147. 160 


-0. 702 




ATOM 


721 


CD1 


LEU A 


52146. 473 


-1. 534 


15 


ATOM 


722 


CD 2 


LEU A 


52146. 229 


-0. 481 




ATOM 


723 


H 


LEU A 


52150. 339 


0. 420 




ATOM 


724 


HA 


LEU A 


52148. 712 


-0. 137 




ATOM 


725 


1HB 


LEU A 


52149. 035 


-1. 628 




ATOM 


726 


2HB 


LEU A 


52148. 193 


-2. 294 


20 


ATOM 


727 


HG 


LEU A 


52147. 396 


0. 262 




ATOM 


728 


1HD1 


I LEU A 


52147. 208 


-2. 133 




ATOM 


729 


2HD1 LEU A 


52145. 985 


-0. 878 




ATOM 


730 


3HD1 LEU A 


52145. 739 


-2. 179 




ATOM 


731 


1HD2 LEU A 


52145. 303 


-0. 046 


25 


ATOM 


732 


2HD2 LEU A 


52146. 698 


0. 185 




ATOM 


733 


3HD2 LEU A 


52146. 025 


-1. 428 




ATOM 


734 


N 


GLU A 


53150. 214 


-1. 793 




ATOM 


735 


CA 


GLU A 


53151. 177 


-2. 629 




ATOM 


736 


C 


GLU A 


53150. 694 


-4. 075 



PCT/JP2003/010288 

0. 812 1. 00 0. 00 N 

1. 261 1. 00 0.00 C 

2. 115 1. 00 0. 00 C 

3. 194 1. 00 0. 00 0 
1. 148 1. 00 0. 00 H 

0. 398 1. 00 0. 00 H 

1. 839 1. 00 0. 00 H 

1. 630 1. 00 0. 00 N 

2. 356 1. 00 0. 00 C 
2. 976 1. 00 0. 00 C 
2. 329 1. 00 0. 00 0 

1. 423 1. 00 0. 00 C 
0. 966 1. 00 0. 00 C 

-0. 106 1. 00 0. 00 C 

2. 150 1. 00 0. 00 C 
0. 764 1. 00 0. 00 H 

3. 146 1. 00 0. 00 H 

0. 547 1. 00 0. 00 H 

1. 934 1. 00 0. 00 H 
0. 541 1. 00 0. 00 H 

-0. 621 1. 00 0. 00 H 

-0. 812 1. 00 0. 00 H 

0. 353 1. 00 0. 00 H 

1. 804 1. 00 0. 00 H 

2. 857 1. 00 0. 00 H 
2. 628 1. 00 0. 00 H 

4. 232 1. 00 0. 00 N 
4. 941 1. 00 0. 00 C 
5.012 1.00 0.00 C 



WO 2004/016781 PCT/JP2003/010288 
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737 0 GLU A 53149.750 -4.389 5.735 1.00 0.00 0 

738 CB GLU A 53151.412 -2.087 6.352 1.00 0. 00 C 

739 CG GLU A 53152.429 -2.889 7.149 1.00 0. 00 C 

740 CD GLU A 53151.911 -3.295 8.516 1.00 0. 00 C 

741 0E1 GLU A 53152.344 -4.351 9.024 1.00 0.00 0 

742 0E2 GLU A 53151.074 -2.557 9.077 1.00 0.00 0 

743 H GLU A 53149.400 -1.507 4.695 1.00 0. 00 H 

744 HA GLU A 53152.107 -2.599 4.393 1.00 0. 00 H 

745 1HB GLU A 53151.765 -1.069 6.280 1.00 0. 00 H 

746 2HB GLU A 53150.475 -2.097 6.889 1.00 0. 00 H 

747 1HG GLU A 53152.678 -3.782 6.597 1.00 0. 00 H 

748 2HG GLU A 53153. 317 -2. 289 7. 282 1. 00 0. 00 H 

749 N LEU A 54151. 348 -4.948 4.254 1.00 0. 00 N 

750 CA LEU A 54150.986 -6.361 4.232 1.00 0. 00 C 

751 C LEU A 54151. 279 -7.020 5.575 1.00 0. 00 C 

752 0 LEU A 54152. 360 -6.849 6.139 1.00 0.00 0 

753 CB LEU A 54151.745 -7.085 3.118 1.00 0. 00 C 

754 CG LEU A 54151.619 -6.449 1.731 1.00 0. 00 C 

755 CD1 LEU A 54152. 797 -6. 845 0. 855 1. 00 0. 00 C 

756 CD 2 LEU A 54150. 307 -6. 853 1. 077 1. 00 0. 00 C 

757 H LEU A 54152. 093 -4. 637 3. 699 1. 00 0. 00 H 

758 HA LEU A 54149. 926 -6. 427 4. 034 1. 00 0. 00 H 

759 1HB LEU A 54152.791 -7.115 3.384 1.00 0. 00 H 

760 2HB LEU A 54151.376 -8.098 3.058 1.00 0. 00 H 

761 HG LEU A 54151.627 -5.374 1.834 1.00 0. 00 H 

762 1HD1 LEU A 54153. 623 -6. 171 1. 034 1. 00 0. 00 H 

763 2HD1 LEU A 54152. 507 -6. 790 -0. 184 1. 00 0. 00 H 

764 3HD1 LEU A 54153.100 -7.855 1.091 1.00 0. 00 H 

765 1HD2 LEU A 54149. 987 -7. 807 1. 472 1. 00 0. 00 H 





ATOM 




ATOM 




ATOM 




ATOM 


5 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


10 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


15 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


20 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 


25 


ATOM 




ATOM 




ATOM 




ATOM 




ATOM 



WO 2004/016781 M 

1061 





ATOM 


766 


2HD2 


LEU 


A 


54150. 446 


-6. 933 




ATOM 


767 


3HD2 


LEU 


A 


54149. 556 


-6. 106 




ATOM 


768 


N 


GLU 


A 


55150. 309 


-7. 774 




ATOM 


769 


CA 


GLU 


A 


55150. 462 


-8. 459 


5 


ATOM 


770 


C 


GLU 


A 


55151. 571 


-9. 504 




ATOM 


771 


0 


GLU 


A 


55152. 265 


-9. 755 




ATOM 


772 


CB 


GLU 


A 


55149. 146 


-9. 124 




ATOM 


773 


CG 


GLU 


A 


55148. 103 


-8. 144 




ATOM 


774 


CD 


GLU 


A 


55147. 157 


-8. 774 


10 


ATOM 


775 


0E1 


GLU 


A 


55145. 950 


-8. 455 




ATOM 


776 


0E2 


GLU 


A 


55147. 622 


-9. 586 




ATOM 


777 


H 


GLU 


A 


55149. 470 


-7. 872 




ATOM 


778 


HA 


GLU 


A 


55150. 727 


-7.721 




ATOM 


779 


1HB 


GLU 


A 


55148. 734 


-9. 637 


15 


ATOM 


780 


2HB 


GLU 


A 


55149. 346 


-9. 845 




ATOM 


781 


1HG 


GLU 


A 


55148. 608 


-7.317 




ATOM 


782 


2HG 


GLU 


A 


55147. 527 


-7. 780 




ATOM 


783 


N 


ASP 


A 


56151. 732 


-10. Ill 




ATOM 


784 


CA 


ASP 


A 


56152. 757 


-11. 128 


20 


ATOM 


785 


C 


ASP 


A 


56154. 003 


-10.528 




ATOM 


786 


0 


ASP 


A 


56153. 911 


-9. 733 




ATOM 


787 


CB 


ASP 


A 


56152. 217 


-12. 262 




ATOM 


788 


CG 


ASP 


A 


56151. 588 


-13. 373 




ATOM 


789 


0D1 


ASP 


A 


56151. 467 


-14. 501 


25 


ATOM 


790 


0D2 


ASP 


A 


56151. 216 


-13. 115 




ATOM 


791 


H 


ASP 


A 


56151. 148 


-9. 868 




ATOM 


792 


HA 


ASP 


A 


56153. 021 


-11. 526 




ATOM 


793 


1HB 


ASP 


A 


56151. 468 


-11. 868 




ATOM 


794 


2HB 


ASP 


A 


56153. 028 


-12. 681 



PCT7JP2003/010288 

0. 010 1. 00 0. 00 H 

1. 288 1. 00 0. 00 H 

6. 083 1. 00 0. 00 N 

7. 360 1. 00 0. 00 C 
7.289 1.00 0.00 C 

8. 274 1. 00 0. 00 0 
7.768 1.00 0.00 C 

8. 281 1. 00 0. 00 C 

9. 285 1. 00 0. 00 C 
9. 243 1. 00 0. 00 0 

10. 112 1. 00 0. 00 0 

5. 586 1. 00 0. 00 H 
8. 102 1. 00 0. 00 H 

6. 911 1. 00 0. 00 H 
8. 546 1. 00 0. 00 H 
8. 757 1. 00 0. 00 H 

7. 444 1. 00 0. 00 H 

6. 118 1. 00 0. 00 N 
5. 919 1. 00 0. 00 C 
5. 278 1. 00 0. 00 C 

4. 342 1. 00 0. 00 0 

5. 046 1. 00 0. 00 C 
5. 864 1. 00 0. 00 C 
5. 341 1. 00 0. 00 0 

7. 028 1. 00 0. 00 0 

5. 370 1. 00 0. 00 H 

6. 887 1. 00 0. 00 H 
4. 375 1. 00 0. 00 H 
4. 467 1. 00 0. 00 H 



WO 2004/016781 






ATOM 


795 


N 


GLU A 


57155. 169 - 


•10. 913 




ATOM 


796 


CA 


GLU A 


57156.435 - 


•10.413 




ATOM 


797 


C 


GLU A 


57156. 757 - 


-11. 051 




ATOM 


798 


0 


GLU A 


57157. 071 - 


-12. 238 


5 


ATOM 


799 


CB 


GLU A 


57157. 567 - 


-10. 690 




ATOM 


800 


CG 


GLU A 


57157. 459 


-9. 886 




ATOM 


801 


CD 


GLU A 


57158. 779 


-9. 793 




ATOM 


802 


0E1 GLU A 


57159. 329 ■ 


-10. 852 




ATOM 


803 


0E2 


GLU A 


57159. 263 


-8. 661 


10 


ATOM 


804 


H 


GLU A 


57155. 178 • 


-11. 550 




ATOM 


805 


HA 


GLU A 


57156. 340 


-9. 346 




ATOM 


806 


1HB 


GLU A 


57157. 556 


-11. 740 




ATOM 


807 


2HB 


GLU A 


57158. 509 


-10. 453 




ATOM 


808 


1HG 


GLU A 


57157. 129 


-8. 886 


15 


ATOM 


809 


2HG 


GLU A 


57156. 733 


-10. 357 




ATOM 


810 


N 


CYS A 


58156. 675 


-10. 254 




ATOM 


811 


CA 


CYS A 


58156. 958 


-10. 741 




ATOM 


812 


C 


CYS A 


58158. 320 


-10. 252 




ATOM 


813 


0 


CYS A 


58158. 642 


-9. 070 


20 


ATOM 


814 


CB 


CYS A 


58155. 867 


-10. 285 




ATOM 


815 


SG 


CYS A 


58154. 348 


-11. 261 




ATOM 


816 


H 


CYS A 


58156. 419 


-9. 317 




ATOM 


817 


HA 


CYS A 


58156. 968 


-11. 820 




ATOM 


818 


1HB 


CYS A 


58155. 610 


-9. 259 


25 


ATOM 


819 


2HB 


CYS A 


58156. 245 


-10. 350 




ATOM 


820 


HG 


CYS A 


58153. 708 


-10. 768 




ATOM 


821 


N 


ALA A 


59159. 116 


-11. 169 




ATOM 


822 


CA 


ALA A 


59160. 443 


-10. 831 




ATOM 


823 


C 


ALA A 


59160. 355 


-9. 963 



PCT/JP2003/010288 

5.787 1. 00 0. 00 N 

5. 264 1. 00 0. 00 C 
3. 916 1. 00 0. 00 C 
3. 840 1. 00 0. 00 0 

6. 256 1. 00 0. 00 C 

7. 541 1. 00 0. 00 C 

8. 281 1. 00 0. 00 C 
8. 651 1. 00 0. 00 0 
8. 493 1. 00 0. 00 0 
6. 532 1. 00 0. 00 H 

5. 130 1. 00 0. 00 H 

6. 512 1. 00 0. 00 H 
5. 785 1. 00 0. 00 H 

7. 299 1. 00 0. 00 H 

8. 187 1. 00 0. 00 H 
2. 856 1. 00 0. 00 N 
1. 511 1. 00 0. 00 C 
1. 030 1. 00 0. 00 C 

1. 145 1. 00 0. 00 0 
0. 541 1. 00 0. 00 C 

0. 627 1. 00 0. 00 S 

2. 981 1. 00 0. 00 H 

1. 545 1. 00 0. 00 H 

0. 757 1. 00 0. 00 H 
-0. 469 1. 00 0. 00 H 

1. 144 1. 00 0. 00 H 
0. 490 1. 00 0. 00 N 

-0. 010 1. 00 0. 00 C 
-1. 260 1. 00 0. 00 C 



WO 2004/016781 






ATOM 


824 


0 


ALA A 


59159.723 


-10. 342 




ATOM 


825 


CB 


ALA A 


59161. 238 


-12. 096 




ATOM 


826 


H 


ALA A 


59158. 804 


-12. 096 




ATOM 


827 


HA 


ALA A 


59160. 959 


-10. 278 


5 


ATOM 


828 


1HB 


ALA A 


59162. 273 


-11. 939 




ATOM 


829 


2HB 


ALA A 


59161. 165 


-12. 335 




ATOM 


830 


3HB 


ALA A 


59160. 838 


-12.912 




ATOM 


831 


N 


GLY A 


60160. 991 


-8. 797 




ATOM 


832 


CA 


GLY A 


60160. 970 


-7. 894 


10 


ATOM 


833 


C 


GLY A 


60160. 116 


-6. 667 




ATOM 


834 


0 


GLY A 


60159. 562 


-6. 088 




ATOM 


835 


H 


GLY A 


60161. 478 


-8. 549 




ATOM 


836 


1HA 


GLY A 


60161. 982 


-7. 578 




ATOM 


837 


2HA 


GLY A 


60160. 581 


-8. 421 


15 


ATOM 


838 


N 


CYS A 


61160. Oil 


-6. 269 




ATOM 


839 


CA 


CYS A 


61159. 219 


-5. 102 




ATOM 


840 


C 


CYS A 


61160. 044 


-4. 127 




ATOM 


841 


0 


CYS A 


61161. 192 


-4. 408 




ATOM 


842 


CB 


CYS A 


61157. 976 


-5. 532 


20 


ATOM 


843 


SG 


CYS A 


61156. 886 


-6. 654 




ATOM 


844 


H 


CYS A 


61160. 478 


-6. 771 




ATOM 


845 


HA 


CYS A 


61158. 910 


-4. 609 




ATOM 


846 


1HB 


CYS A 


61158. 284 


-6. 034 




ATOM 


847 


2HB 


CYS A 


61157. 402 


-4. 654 


25 


ATOM 


848 


HG 


CYS A 


61156. 192 


-6. 941 




ATOM 


849 


N 


THR A 


62159. 453 


-2. 980 




ATOM 


850 


CA 


THR A 


62160. 133 


-1. 963 




ATOM 


851 


C 


THR A 


62159. 551 


-1.891 




ATOM 


852 


0 


THR A 


62158. 550 


-2. 540 



PCT/JP2003/010288 

2. 247 1. 00 0. 00 0 

0. 297 1. 00 0. 00 C 

0. 426 1. 00 0. 00 H 

0. 763 1. 00 0. 00 H 
•0. 034 1. 00 0. 00 H 

1. 348 1. 00 0. 00 H 
0. 286 1. 00 0. 00 H 
•1.212 1.00 0.00 N 
-2. 347 1. 00 0. 00 C 
-2. 097 1. 00 0. 00 C 
-3. 032 1. 00 0. 00 0 
-0. 399 1. 00 0. 00 H 
-2. 559 1. 00 0. 00 H 
-3. 206 1. 00 0. 00 H 
-0. 834 1. 00 0. 00 N 
-0. 463 1. 00 0. 00 C 
0. 371 1. 00 0. 00 C 
0. 718 1. 00 0. 00 0 

0. 318 1. 00 0. 00 C 
-0. 588 1. 00 0. 00 S 
-0. 134 1. 00 0. 00 H 
-1. 372 1. 00 0. 00 H 

1. 223 1. 00 0. 00 H 
0. 578 1. 00 0. 00 H 
0. 010 1. 00 0. 00 H 

0. 688 1. 00 0. 00 N 

1. 481 1. 00 0. 00 C 

2. 889 1. 00 0. 00 C 

3. 191 1. 00 0. 00 0 



WO 2004/016781 




PCT/JP2003/010288 





ATOM 


853 


CB 


THR A 


62160. 022 


-0. 597 


0. 802 


1. 00 


0. 00 


c 




ATOM 


854 


0G1 


THR A 


62158. 691 


-0. 355 


0. 380 


1. 00 


0. 00 


0 




ATOM 


855 


CG2 


THR A 


62160.918 


-0. 457 


-0.410 


1. 00 


0. 00 


c 




ATOM 


856 


H 


THR A 


62158. 537 


-2. 814 


0. 383 


1. 00 


0. 00 


H 


5 


ATOM 


857 


HA 


THR A 


62161. 175 


-2. 237 


1. 548 


1. 00 


0. 00 


H 




ATOM 


858 


HB 


THR A 


62160. 299 


0. 170 


1. 509 


1. 00 


0. 00 


H 




ATOM 


859 


HG1 


THR A 


62158. 468 


-0. 950 


-0. 338 


1. 00 


0. 00 


H 




ATOM 


860 


1HG2 


THR A 


62161. 948 


-0. 395 


-0. 089 


1. 00 


0. 00 


H 




ATOM 


861 


2HG2 


THR A 


62160.655 


0. 440 


-0. 951 


1. 00 


0. 00 


H 


10 


ATOM 


862 


3HG2 


THR A 


62160. 793 


-1. 315 


-1. 052 


1. 00 


0. 00 


H 




ATOM 


863 


N 


ASP A 


63160. 186 


-1. 098 


3. 746 


1. 00 


0. 00 


N 




ATOM 


864 


CA 


ASP A 


63159. 731 


-0. 942 


5. 124 


1. 00 


0. 00 


c 




ATOM 


865 


C 


ASP A 


63158. 970 


0. 368 


5. 299 


1. 00 


0. 00 


c 




ATOM 


866 


0 


ASP A 


63158. 997 


0. 975 


6. 370 


1. 00 


0. 00 


0 


15 


ATOM 


867 


CB 


ASP A 


63160. 920 


-0. 987 


6. 084 


1. 00 


0. 00 


c 




ATOM 


868 


CG 


ASP A 


63162. 000 


0.012 


5. 714 


1. 00 


0. 00 


c 




ATOM 


869 


0D1 


ASP A 


63161. 659 


1. 181 


5. 440 


1. 00 


0. 00 


0 




ATOM 


870 


0D2 


ASP A 


63163. 187 


-0. 376 


5. 700 


1. 00 


0. 00 


0 




ATOM 


871 


H 


ASP A 


63160. 979 


-0. 607 


3. 446 


1. 00 


0. 00 


H 


20 


ATOM 


872 


HA 


ASP A 


63159. 067 


-1. 762 


5. 348 


1. 00 


0. 00 


H 




ATOM 


873 


1HB 


ASP A 


63160. 577 


-0. 765 


7. 083 


1. 00 


0. 00 


H 




ATOM 


874 


2HB 


ASP A 


63161.351 


-1. 977 


6.068 


1. 00 


0. 00 


H 




ATOM 


875 


N 


GLY A 


64158. 292 


0. 798 


4. 240 


1. 00 


0. 00 


N 




ATOM 


876 


CA 


GLY A 


64157. 532 


2. 035 


4. 298 


1. 00 


0. 00 


c 


25 


ATOM 


877 


C 


GLY A 


64158. 158 


3. 138 


3. 469 


1. 00 


0. 00 


c 




ATOM 


878 


0 


GLY A 


64158.231 


4. 287 


3. 907 


1. 00 


0. 00 


0 




ATOM 


879 


H 


GLY A 


64158. 307 


0. 274 


3.413 


1. 00 


0. 00 


H 




ATOM 


880 


1HA 


GLY A 


64156. 533 


1. 848 


3. 933 


1. 00 


0. 00 


H 




ATOM 


881 


2HA 


GLY A 


64157. 473 


2. 360 


5. 326 


1. 00 


0. 00 


H 
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ATOM 


882 


N THR A 


65158. 611 


2. 791 




ATOM 


883 


CA THR A 


65159. 233 


3.761 




ATOM 


884 


C THR A 


65158. 795 


3. 533 




ATOM 


885 


0 THR A 


65158. 999 


2. 456 


5 


ATOM 


886 


CB THR A 


65160. 758 


3. 673 




ATOM 


887 


0G1 THR A 


65161. 181 


2. 322 




ATOM 


888 


CG2 THR A 


65161. 315 


4. 351 




ATOM 


889 


H THR A 


65158. 524 


1. 860 




ATOM 


890 


HA THR A 


65158. 918 


4. 746 


10 


ATOM 


891 


HB THR A 


65161. 193 


4. 151 




ATOM 


892 


HG1 THR A 


65160. 896 


1. 911 




ATOM 


893 


1HG2 THR A 


65162. 264 


3. 904 




ATOM 


894 


2HG2 THR A 


65160. 625 


4. 230 




ATOM 


895 


3HG2 THR A. 


65161. 457 


5. 403 


15 


ATOM 


896 


N PHE A 


66158. 192 


4. 556 




ATOM 


897 


CA PHE A 


66157. 725 


4. 467 




ATOM 


898 


C PHE A 


66158. 660 


5. 221 




ATOM 


899 


0 PHE A 


66158. 855 


6. 429 




ATOM 


900 


CB PHE A 


66156. 306 


5. 025 


20 


ATOM 


901 


CG PHE A 


66155. 651 


4. 726 




ATOM 


902 


CD1 PHE A 


66155.476 


3.417 




ATOM 


903 


CD 2 PHE A 


66155. 211 


5. 754 




ATOM 


904 


CE1 PHE A 


66154. 874 


3. 138 




ATOM 


905 


CE2 PHE A 


66154. 608 


5. 482 


25 


ATOM 


906 


CZ PHE A 


66154. 439 


4. 173 




ATOM 


907 


H PHE A 


66158. 059 


5. 390 




ATOM 


908 


HA PHE A 


66157. 717 


3. 424 




ATOM 


909 


IHB PHE A 


66155. 693 


4. 596 




ATOM 


910 


2HB PHE A 


66156. 337 


6. 098 



PCT/JP2003/010288 

2. 269 1. 00 0. 00 N 

1. 376 1. 00 0. 00 C 

•0. 066 1. 00 0. 00 C 

•0. 625 1. 00 0. 00 0 

1.477 1. 00 0.00 C 

1. 501 1. 00 0. 00 0 

2. 709 1. 00 0. 00 C 
1. 976 1. 00 0. 00 H 

1. 685 1. 00 0. 00 H 
0. 611 1. 00 0. 00 H 

2. 320 1. 00 0. 00 H 

2. 967 1. 00 0. 00 H 

3. 531 1. 00 0. 00 H 
2. 509 1. 00 0. 00 H 

-0. 665 1. 00 0. 00 N 

-2. 044 1. 00 0. 00 C 

-2. 983 1. 00 0. 00 C 

-2. 843 1. 00 0. 00 0 

-2. 160 1. 00 0. 00 C 

-3.479 1.00 0.00 C 

-3. 900 1. 00 0. 00 C 

-4. 297 1. 00 0. 00 C 

-5. 112 1. 00 0. 00 C 

-5. 511 1. 00 0. 00 C 

-5. 918 1. 00 0. 00 C 

-0. 167 1. 00 0. 00 H 

-2. 324 1. 00 0. 00 H 

-1. 381 1. 00 0. 00 H 
-2. 039 1. 00 0. 00 H 
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ATOM 911 HD1 PHE A 66155.815 2.609 -3.269 1.00 0. 00 H 

ATOM 912 HD2 PHE A 66155.342 6.777 -3.979 1.00 0. 00 H 

ATOM 913 HE1 PHE A 66154.745 2.115 -5.429 1.00 0. 00 H 

ATOM 914 HE2 PHE A 66154.269 6.291 -6.139 1.00 0. 00 H 

5 ATOM 915 HZ PHE A 66153.969 3.957 -6.867 1.00 0. 00 H 

ATOM 916 N ARG A 67159.236 4.503 -3.941 1.00 0. 00 N 

ATOM 917 CA ARG A 67160.150 5.105 -4.903 1.00 0. 00 C 

ATOM 918 C ARG A 67161.354 5.721 -4.197 1.00 0. 00 C 

ATOM 919 0 ARG A 67161.911 6.720 -4.654 1.00 0.00 0 

10 ATOM 920 CB ARG A 67159.427 6.171 -5.728 1.00 0. 00 C 

ATOM 921 CG ARG A 67158.093 5.706 -6.288 1.00 0. 00 C 

ATOM 922 CD ARG A 67158.260 5.031 -7.639 1.00 0. 00 C 

ATOM 923 NE ARG A 67158.418 3.585 -7.514 1.00 0. 00 N 

ATOM 924 CZ ARG A 67158.263 2.732 -8.524 1.00 0. 00 C 

15 ATOM 925 NH1 ARG A 67157.948 3.175 -9.734 1.00 0. 00 N 

ATOM 926 NH2 ARG A 67158.42.5 1.431 -8.324 1.00 0. 00 N 

ATOM 927 H ARG A 67159.042 3.544 -4.001 1.00 0. 00 H 

ATOM 928 HA ARG A 67160.497 4.325 -5.564 1.00 0. 00 H 

ATOM 929 1HB ARG A 67159.250 7.034 -5.104 1.00 0. 00 H 

20 ATOM 930 2HB ARG A 67160.059 6.460 -6.555 1.00 0. 00 H 

ATOM 931 1HG ARG A 67157.650 5.003 -5.598 1.00 0. 00 H 

ATOM 932 2HG ARG A 67157.443 6.562 -6.399 1.00 0. 00 H 

ATOM 933 1HD ARG A 67157.388 5.238 -8.241 1.00 0. 00 H 

ATOM 934 2HD ARG A 67159.135 5.440 -8.125 1.00 0. 00 H 

25 ATOM 935 HE ARG A 67158.653 3.231 -6.631 1.00 0. 00 H 

ATOM 936 1HH1 ARG A 67157.826 4.156 -9.892 1.00 0. 00 H 

ATOM 937 2HH1 ARG A 67157. 834 2. 530 -10. 489 1. 00 0. 00 H 

ATOM 938 1HH2 ARG A 67158.663 1.091 -7.413 1.00 0. 00 H 

ATOM 939 2HH2 ARG A 67158.308 0.789 -9.082 1.00 0. 00 H 
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940 N GLY A 68161.749 5.121 -3.080 1.00 0. 00 N 

941 CA GLY A 68162.884 5.624 -2.328 1.00 0. 00 C 

942 C GLY A 68162.519 6.802 -1.446 1.00 0. 00 C 

943 0 GLY A 68163.364 7.644 -1.143 1.00 0.00 0 

944 H GLY A 68161.268 4.328 -2.763 1.00 0. 00 H 

945 1HA GLY A 68163.271 4.829 -1.708 1.00 0. 00 H 

946 2HA GLY A 68163.652 5.931 -3.021 1.00 0. 00 H 

947 N THR A 69161.257 6.861 -1.033 1.00 0. 00 N 

948 CA THR A 69160.782 7.945 -0.180 1.00 0. 00 C 

949 C THR A 69159.945 7.403 0.975 1.00 0. 00 C 

950 0 THR A 69158.848 6.885 0.769 1.00 0.00 0 

951 CB THR A 69159.959 8.941 -0.998 1.00 0. 00 C 

952 0G1 THR A 69160.631 9.282 -2.197 1.00 0.00 0 

953 CG2 THR A 69159.663 10.226 -0.255 1.00 0. 00 C 

954 H THR A 69160.630 6.160 -1.307 1.00 0. 00 H 

955 HA THR A 69161.646 8.451 0.223 1.00 0. 00 H 

956 HB THR A 69159.014 8.483 -1.257 1.00 0. 00 H 

957 HG1 THR A 69160.053 9.815 -2.748 1.00 0. 00 H 

958 1HG2 THR A 69159.554 10.015 0.799 1.00 0. 00 H 

959 2HG2 THR A 69158.749 10.658 -0.634 1.00 0. 00 H 

960 3HG2 THR A 69160.477 10.920 -0.401 1.00 0. 00 H 

961 N ARG A 70160.472 7.526 2.189 1.00 0. 00 N 

962 CA ARG A 70159. 773 7. 048 3. 376 1. 00 0. 00 C 

963 C ARG A 70158.628 7.985 3.747 1.00 0. 00 C 

964 0 ARG A 70158.820 9.195 3.876 1.00 0.00 0 

965 CB ARG A 70160.745 6.923 4.551 1.00 0. 00 C 

966 CG ARG A 70160.211 6.076 5.694 1.00 0. 00 C 

967 CD ARG A 70160.766 6.535 7.033 1.00 0. 00 C 

968 NE ARG A 70162.223 6.642 7.014 1.00 0. 00 N 
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ATOM 969 CZ ARG A 70162.971 6.784 8.106 1.00 0. 00 C 

ATOM 970 NH1 ARG A 70162.403 6.833 9.305 1.00 0. 00 N 

ATOM 971 NH2 ARG A 70164.289 6.874 8.000 1.00 0. 00 N 

ATOM 972 H ARG A 70161.351 7.948 2.289 1.00 0. 00 H 

5 ATOM 973 HA ARG A 70159.366 6.074 3.151 1.00 0. 00 H 

ATOM 974 1HB ARG A 70161.662 6.474 4.198 1.00 0. 00 H 

ATOM 975 2HB ARG A 70160.961 7.909 4.932 1.00 0. 00 H 

ATOM 976 1HG ARG A 70159.134 6.157 5.717 1.00 0. 00 H 

ATOM 977 2HG ARG A 70160.493 5.047 5.530 1. 00 0. 00 H 

10 ATOM 978 1HD ARG A 70160.346 7.500 7.271 1.00 0. 00 H 

ATOM 979 2HD ARG A 70160.478 5.820 7.791 1.00 0. 00 H 

ATOM 980 HE ARG A 70162.667 6.609 6.141 1.00 0. 00 H 

ATOM 981 1HH1 ARG A 70161.410 6.764 9.393 1.00 0. 00 H 

ATOM 982 2HH1 ARG A 70162.971 6.939 10.122 1.00 0. 00 H 

15 ATOM 983 1HH2 ARG A 70164.722 6.837 7.098 1.00 0. 00 H 

ATOM 984 2HH2 ARG A 70164.851 6.981 8.820 1.00 0. 00 H 

ATOM 985 N TYR A 71157.438 7.420 3.917 1.00 0. 00 N 

ATOM 986 CA TYR A 71156.262 8.204 4.273 1.00 0. 00 C 

ATOM 987 C TYR A 71155.798 7.879 5.689 1.00 0. 00 C 

20 ATOM 988 0 TYR A 71155.340 8.757 6.421 1.00 0.00 0 

ATOM 989 CB TYR A 71155.128 7.942 3.280 1.00 0. 00 C 

ATOM 990 CG TYR A 71155.340 8.592 1.932 1.00 0. 00 C 

ATOM 991 CD 1 TYR A 71155.142 7.880 0.756 1.00 0. 00 C 

ATOM 992 CD2 TYR A 71155.738 9.920 1.834 1.00 0. 00 C 

25 ATOM 993 CE1 TYR A 71155.336 8.471 -0.478 1.00 0. 00 C 

ATOM 994 CE2 TYR A 71155.933 10.518 0.604 1.00 0. 00 C 

ATOM 995 CZ TYR A 71155.731 9.790 -0.549 1.00 0. 00 C 

ATOM 996 OH TYR A 71155.924 10.382 -1.776 1.00 0.00 0 

ATOM 997 H TYR A 71157.349 6.451 3.800 1.00 0. 00 H 
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998 HA TYRA 71156.534 9.249 4.227 1.00 0. 00 H 

999 1HB TYRA 71155.035 6.879 3.123 1.00 0. 00 H 

1000 2HB TYRA 71154.205 8.323 3.691 1.00 0. 00 H 

1001 HD1TYRA 71154.832 6.846 0.815 1.00 0. 00 H 

1002 HD2TYRA 71155.897 10.489 2.739 1.00 0. 00 H 

1003 HE1 TYR A 71155.177 7.899 -1.380 1.00 0. 00 H 

1004 HE2 TYR A 71156.243 11.552 0.549 1.00 0. 00 H 

1005 HH TYRA 71156.751 10.868 -1.770 1.00 0. 00 H 

1006 N PHE A 72155.919 6.611 6.069 1.00 0. 00 N 

1007 CA PHE A 72155.513 6.169 7.397 1.00 0. 00 C 

1008 C PHE A 72156.513 5.169 7.968 1.00 0. 00 C 

1009 0 PHE A 72157.471 4.783 7.299 1.00 0.00 0 

1010 CB PHE A 72154.119 5.541 7.343 1.00 0. 00 C 

1011 CG PHE A 72154.009 4.406 6.366 1.00 0. 00 C 

1012 CD 1 PHE A 72153.735 4.650 5.030 1.00 0. 00 C 

1013 CD2 PHE A 72154.181 3.096 6.783 1.00 0. 00 C 

1014 CE1 PHE A 72153.633 3.608 4.128 1.00 0. 00 C 

1015 CE2 PHE A 72154.081 2.050 5.886 1.00 0. 00 C 

1016 CZ PHE A 72153.806 2.306 4.557 1.00 0. 00 C 

1017 H PHE A 72156.291 5.957 5.441 1.00 0. 00 H 

1018 HA PHE A 72155.483 7.036 8.040 1.00 0. 00 H 

1019 1HB PHE A 72153.865 5.162 8.322 1.00 0. 00 H 

1020 2HB PHE A 72153.401 6.297 7.059 1.00 0. 00 H 

1021 HD1 PHE A 72153.599 5.667 4.694 1.00 0. 00 H 

1022 HD2 PHE A 72154.396 2.895 7.823 1.00 0. 00 H 

1023 HE1 PHE A 72153. 418 3. 810 3. 089 1. 00 0. 00 H 

1024 HE2 PHE A 72154.217 1.033 6.224 1.00 0. 00 H 

1025 HZ PHE A 72153.728 1.490 3.854 1.00 0. 00 H 

1026 N THR A 73156. 282 4. 752 9. 209 1. 00 0. 00 N 
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ATOM 1085 CG LYS A 77161.303 -7.687 3.676 1.00 0. 00 C 

ATOM 1086 CD LYS A 77161.578 -7.419 2.206 1.00 0. 00 C 

ATOM 1087 CE LYS A 77162.960 -6.821 1.998 1.00 0. 00 C 

ATOM 1088 NZ LYS A 77163.955 -7.851 1.590 1.00 0. 00 N 

5 ATOM 1089 H LYS A 77160.252 -4.584 4.575 1.00 0. 00 H 

ATOM 1090 HA LYS A 77159.380 -5.865 2.911 1.00 0. 00 H 

ATOM 1091 1HB LYS A 77159.663 -8.060 4.973 1.00 0. 00 H 

ATOM 1092 2HB LYS A 77159.318 -8.321 3.268 1.00 0. 00 H 

ATOM 1093 1HG LYS A 77161.786 -6.924 4.268 1.00 0. 00 H 

10 ATOM 1094 2HG LYS A 77161.701 -8.656 3.938 1.00 0. 00 H 

ATOM 1095 1HD LYS A 77161.514 -8.349 1. 662 1.00 0. 00 H 

ATOM 1096 2HD LYS A 77160.836 -6.729 1.830 1.00 0. 00 H 

ATOM 1097 1HE LYS A 77162.900 -6.067 1.227 1.00 0. 00 H 

ATOM 1098 2HE LYS A 77163.283 -6.365 2. 922 1. 00 0. 00 H 

15 ATOM 1099 1HZ LYS A 77164.769 -7.397 1.128 1.00 0. 00 H 

ATOM 1100 2HZ LYS A 77163.523 -8.522 0.925 1.00 0. 00 H 

ATOM 1101 3HZ LYS A 77164.290 -8.374 2.425 1.00 0. 00 H 

ATOM 1102 N LYS A 78157.060 -5.255 4.456 1.00 0. 00 N 

ATOM 1103 CA LYS A 78155.619 -5.213 4.681 1.00 0. 00 C 

20 ATOM 1104 C LYS A 78155.047 -3.853 4.293 1.00 0. 00 C 

ATOM 1105 0 LYS A 78154.151 -3.333 4.959 1.00 0.00 0 

ATOM 1106 CB LYS A 78155.301 -5.516 6.146 1.00 0. 00 C 

ATOM 1107 CG LYS A 78155.852 -6.848 6.626 LOO 0. 00 C 

ATOM 1108 CD LYS A 78155.565 -7.071 8.102 1.00 0. 00 C 

25 ATOM 1109 CE LYS A 78154.387 -8.009 8.306 1.00 0. 00 C 

ATOM 1110 NZ LYS A 78153.519 -7.573 9.435 1.00 0. 00 N 

ATOM 1111 H LYS A 78157.587 -4.437 4.578 1. 00 0. 00 H 

ATOM 1112 HA LYS A 78155.166 -5.971 4.059 1.00 0. 00 H 

ATOM 1113 1HB LYS A 78155.721 -4.734 6.762 1.00 0. 00 H 
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6. 275 1. 00 0. 00 H 

6. 056 1. 00 0. 00 H 

6. 469 1. 00 0. 00 H 
8. 567 1. 00 0. 00 H 

8. 562 1. 00 0. 00 H 

7. 401 1. 00 0. 00 H 

8. 513 1. 00 0. 00 H 
10. 250 1. 00 0. 00 H 

9. 722 1. 00 0. 00 H 

9. 147 1. 00 0. 00 H 
3. 214 1. 00 0. 00 N 

2. 739 1. 00 0. 00 C 
1.230 1.00 0.00 C 
0. 454 1. 00 0. 00 0 

3. 119 1. 00 0. 00 C 

2. 724 1. 00 0. 00 H 

3. 227 1. 00 0. 00 H 
3. 377 1. 00 0. 00 H 

2. 285 1. 00 0. 00 H 

3. 967 1. 00 0. 00 H 

0. 820 1. 00 0. 00 N 
-0. 597 1. 00 0. 00 C 
-0. 929 1. 00 0. 00 C 
-0. 489 1. 00 0. 00 0 
-0. 982 1. 00 0. 00 C 
-2. 434 1. 00 0. 00 C 
-3. 372 1. 00 0. 00 C 
-2.601 1.00 0.00 C 

1. 487 1. 00 0. 00 H 
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ATOM 1143 HA LEU A 80154.191 -1.903 -1.160 1.00 0. 00 H 

ATOM 1144 1HB LEU A 80153.444 -4.180 -0.806 1.00 0. 00 H 

ATOM 1145 2HB LEU A 80151.850 -3.621 -0.338 1.00 0. 00 H 

ATOM 1146 HG LEU A 80151.673 -2.647 -2.697 1.00 0. 00 H 

5 ATOM 1147 1HD1 LEU A 80153.124 -4.177 -4.265 1.00 0. 00 H 

ATOM 1148 2HD1 LEU A 80154.215 -4.182 -2.880 1.00 0. 00 H 

ATOM 1149 3HD1LEUA 80153.757 -2.656 -3.637 1.00 0. 00 H 

ATOM 1150 1HD2 LEU A 80151.434 -5.156 -3.587 1.00 0. 00 H 

ATOM 1151 2HD2 LEU A 80150.276 -4.416 -2.480 1.00 0. 00 H 

10 ATOM 1152 3HD2 LEU A 80151.538 -5.478 -1.856 1.00 0. 00 H 

ATOM 1153 N PHE A 81152.748 0.022 -1.710 1.00 0. 00 N 

ATOM 1154 CA PHE A 81151.901 1.143 -2.102 1.00 0. 00 C 

ATOM 1155 C PHE A 81151.048 0.782 -3.314 1.00 0. 00 C 

ATOM 1156 0 PHE A 81151.438 -0.049 -4.134 1.00 0.00 0 

15 ATOM 1157 CB PHE A 81152.759 2.370 -2.415 1.00 0. 00 C 

ATOM 1158 CG PHE A 81153.604 2.823 -1.259 1.00 0. 00 C 

ATOM 1159 CD1 PHE A 81154.786 2.169 -0.951 1.00 0. 00 C 

ATOM 1160 CD2 PHE A 81153.216 3.902 -0.480 1.00 0. 00 C 

ATOM 1161 CE1 PHE A 81155.566 2.583 0.112 1.00 0. 00 C 

20 ATOM 1162 CE2 PHE A 81153.993 4.320 0.584 1.00 0. 00 C 

ATOM 1163 CZ PHE A 81155.169 3.660 0.881 1.00 0. 00 C 

ATOM 1164 H PHE A 81153.673 -0.013 -2.030 1.00 0. 00 H 

ATOM 1165 HA PHE A 81151.249 1.371 -1.273 1.00 0. 00 H 

ATOM 1166 1HB PHE A 81153.418 2.141 -3.239 1.00 0. 00 H 

25 ATOM 1167 2HB PHE A 81152.112 3.190 -2.696 1.00 0. 00 H 

ATOM 1168 HD1 PHE A 81155.098 1.328 -1.552 1.00 0. 00 H 

ATOM 1169 HD2 PHE A '81152. 297 4.418 -0.711 1.00 0. 00 H 

ATOM 1170 HE1 PHE A 81156.485 2.064 0.342 1.00 0. 00 H 

ATOM 1171 HE2 PHE A 81153.679 5.162 1.184 1.00 0. 00 H 
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1172 HZ PHE A 81155.777 3.984 1.712 1.00 0. 00 H 

1173 N VAL A 82149.883 1.411 -3.419 1.00 0. 00 N 

1174 CA VAL A 82148.974 1.155 -4.530 1.00 0. 00 C 

1175 C VAL A 82148.048 2.342 -4.768 1.00 0. 00 C 

1176 0 VAL A 82147.948 3.242 -3.933 1.00 0.00 0 

1177 CB VAL A 82148.123 -0.103 -4.283 1.00 0. 00 C 

1178 CGI VAL A 82148.984 -1.355 -4.359 1.00 0. 00 C 

1179 CG2 VAL A 82147.417 -0.014 -2.939 1.00 0. 00 C 

1180 H VAL A 82149.627 2.063 -2.734 1.00 0. 00 H 

1181 HA VAL A 82149.569 0.993 -5.418 1.00 0. 00 H 

1182 HB VAL A 82147.371 -0.164 -5.056 1.00 0. 00 H 

1183 1HG1 VAL A 82148.356 -2.230 -4.279 1.00 0. 00. H 

1184 2HG1 VAL A 82149.699 -1.350 -3.550 1.00 0. 00 H 

1185 3HG1 VAL A 82149.507 -1.374 -5.303 1.00 0. 00 H 

1186 1HG2 VAL A 82146.420 -0.420 -3.027 1.00 0. 00 H 

1187 2HG2 VAL A 82147.358 1.020 -2.631 1.00 0. 00 H 

1188 3HG2 VAL A 82147.971 -0.577 -2.202 1. 00 0. 00 H 

1189 N LYS A 83147.371 2.339 -5.912 1.00 0. 00 N 

1190 CA LYS A 83146.452 3.416 -6.259 1.00 0. 00 C 

1191 C LYS A 83145.229 3.405 -5.347 1.00 0. 00 C 

1192 0 LYS A 83144.472 2.436 -5.320 1.00 0.00 0 

1193 CB LYS A 83146.014 3.290 -7.719 1.00 0. 00 C 

1194 CG LYS A 83147.174 3.228 -8.700 1.00 0. 00 C 

1195 CD LYS A 83146.698 2.909 -10.108 1.00 0. 00 C 

1196 CE LYS A 83147.699 3.373 -11.153 1.00 0. 00 C 

1197 NZ LYS A 83148.688 2.311 -11.484 1.00 0. 00 N 

1198 H LYS A 83147.493 1.594 -6.537 1.00 0. 00 H 

1199 HA LYS A 83146.973 4.352 -6.129 1.00 0. 00 H 

1200 1HB LYS A 83145.428 2.389 -7.831 1.00 0. 00 H 
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4. 141 -7. 974 1. 00 0. 00 H 

4. 185 -8. 709 1. 00 0. 00 H 

2. 461 -8. 379 1. 00 0. 00 H 

1. 841 -10. 198 1. 00 0. 00 H 

3. 406 -10. 279 1. 00 0. 00 H 
3.644 -12.051 1.00 0.00 H 

4. 236 -10. 772 1. 00 0. 00 H 

2. 443 -10. 925 1. 00 0. 00 H 

2. 351 -12. 494 1. 00 0. 00 H 
1. 373 -11. 272 1. 00 0. 00 H 
4. 491 -4. 604 1. 00 0. 00 N 
4. 611 -3. 690 1. 00 0. 00 C 

4. 485 -4. 439 1. 00 0. 00 C 

3. 960 -3. 906 1. 00 0. 00 0 

5. 952 -2. 954 1. 00 0. 00 C 

6. 237 -2. 026 1. 00 0. 00 C 
5. 612 -0. 659 1. 00 0. 00 C 

7. 736 -1. 898 1. 00 0. 00 C 
5. 230 -4. 673 1. 00 0. 00 H 

3. 812 -2. 969 1. 00 0. 00 H 

5. 976 -2. 368 1. 00 0. 00 H 

6. 740 -3. 691 1. 00 0. 00 H 
5. 798 -2. 445 1. 00 0. 00 H 
5. 971 0. 033 1. 00 0. 00 H 
5. 886 -0. 300 1. 00 0. 00 H 

4. 538 -0. 737 1. 00 0. 00 H 

8. 185 -2. 880 1. 00 0. 00 H 
8. 169 -1. 301 1. 00 0. 00 H 
7.917 -1.422 1.00 0. 00 H 
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W 1078 W 

ATOM 1259 HA SERA 86140.744 1.075 -7.505 1.00 0. 00 H 

ATOM 1260 1HB SERA 86143.742 0.994 -7.737 1.00 0. 00 H 

ATOM 1261 2HB SERA 86142.777 -0.465 -7.960 1.00 0. 00 H 

ATOM 1262 HG SERA 86143.160 0.640 -9.932 1.00 0. 00 H 

5 ATOM 1263 N CYS A 87141.314 0.986 -4.662 1.00 0. 00 N 

ATOM 1264 CA CYS A 87141.274 0.323 -3.363 1.00 0. 00 C 

ATOM 1265 C CYS A 87139.839 0.184 -2.866 1.00 0. 00 C 

ATOM 1266 0 CYS A 87139.033 1.103 -3.005 1.00 0.00 0 

ATOM 1267 CB CYS A 87142.106 1.104 -2.343 1.00 0. 00 C 

10 ATOM 1268 SG CYS A 87143.879 0.758 -2.417 1.00 0. 00 S 

ATOM 1269 H CYS A 87141.026 1.920 -4.730 1.00 0. 00 H . 

ATOM 1270 HA CYS A 87141.699 -0.663 -3.480 1.00 0. 00 H 

ATOM 1271 1HB CYS A 87141.971 2.161 -2.515 1.00 0. 00 H 

ATOM 1272 2HB CYS A 87141.763 0.860 -1.348 1.00 0. 00 H 

15 ATOM 1273 HG CYS A 87144.316 1.308 -1.762 1.00 0. 00 H 

ATOM 1274 N ARG A 88139.529 -0.971 -2.288 1.00 0. 00 N 

ATOM 1275 CA ARG A 88138.189 -1.230 -1.771 1.00 0. 00 C 

ATOM 1276 C ARG A 88138.203 -1.338 -0.247 1.00 0. 00 C 

ATOM 1277 0 ARG A 88139.164 -1.838 0.338 1.00 0.00 0 

20 ATOM 1278 CB ARG A 88137.626 -2.516 -2.378 1.00 0. 00 C 

ATOM 1279 CG ARG A 88136.880 -2.295 -3.684 1.00 0. 00 C 

ATOM 1280 CD ARG A 88135.572 -3.069 -3.717 1.00 0. 00 C 

ATOM 1281 NE ARG A 88134.521 -2.338 -4.422 1.00 0. 00 N 

ATOM 1282 CZ ARG A 88134.443 -2.247 -5.748 1.00 0. 00 C 

25 ATOM 1283 NH1 ARG A 88135.349 -2.838 -6.516 1.00 0. 00 N 

ATOM 1284 NH2 ARG A 88133.454 -1.563 -6.307 1.00 0. 00 N 

ATOM 1285 H ARG A 88140.215 -1.666 -2.207 1.00 0. 00 H 

ATOM 1286 HA ARG A 88137.559 -0.402 -2.056 1.00 0. 00 H 

ATOM 1287 1HB ARG A 88138.441 -3.200 -2.564 1.00 0. 00 H 
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-1. 670 1. 00 0. 00 H 

•3. 792 1. 00 0. 00 H 

-4. 502 1. 00 0. 00 H 

-4. 216 1. 00 0. 00 H 

-2.702 1.00 O.OOH 

-3. 880 1. 00 0. 00 H 

-6.101 1.00 O.OOH 

-7.511 1.00 O.OOH 

-5. 732 1. 00 0. 00 H 

-7. 303 1. 00 0. 00 H 

0. 417 1.00 0. 00 N 

1. 879 1. 00 0. 00 C 

2. 429 1. 00 0. 00 C 
2. 017 1. 00 0. 00 0 
2. 154 1. 00 0. 00 C 
0. 965 1. 00 0. 00 C 
0. 201 1. 00 0. 00 C 
2. 347 1. 00 0. 00 H 

2. 260 1. 00 0. 00 H 

3. 059 1. 00 0. 00 H 

0. 812 1.00 O.OOH 

1. 104 1. 00 0. 00 H 
0.671 1.00 O.OOH 
0. 915 1. 00 0. 00 H 
3. 360 1. 00 0. 00 N 

3. 967 1. 00 0. 00 C 

5. 352 1. 00 0. 00 C 

6. 180 1. 00 0. 00 0 

4. 071 1. 00 0. 00 C 
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3. 980 1. 00 0. 00 C 

3. 415 1. 00 0. 00 0 

4. 473 1. 00 0. 00 0 
3. 648 1. 00 0. 00 H 
3. 335 1. 00 0. 00 H 

3. 269 1. 00 0. 00 H 

5. 017 1. 00 0. 00 H 

5. 597 1. 00 0. 00 N 

6. 883 1. 00 0. 00 C 

7. 868 1. 00 0. 00 C 

8. 773 1. 00 0. 00 0 

6. 703 1. 00 0. 00 C 

7. 685 1. 00 0. 00 0 

4. 898 1. 00 0. 00 H 
7. 280 1. 00 0. 00 H 

5. 727 1. 00 0. 00 H 

6. 789 1. 00 0. 00 H 

7. 259 1. 00 0. 00 H 

7. 683 1. 00 0. 00 N 

8. 554 1. 00 0. 00 C 
10. 027 1. 00 0. 00 C 
10. 597 1. 00 0. 00 0 

8. 318 1. 00 0. 00 C 

7. 244 1. 00 0. 00 C 

5. 858 1. 00 0. 00 C 

5. 479 1. 00 0. 00 N 

5. 305 1. 00 0. 00 C 

5. 472 1. 00 0. 00 N 

4.961 1.00 0. 00 N 
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1346 H ARG A 92137.224 -7.602 6.940 1.00 0. 00 H 

1347 HA ARG A 92138.439 -8.958 8.300 1.00 0. 00 H 

1348 1HB ARG A 92140.047 -6.475 8.021 1.00 0. 00 H 

1349 2HB ARG A 92140.563 -7.632 9.241 1.00 0. 00 H 

1350 1HG ARG A 92141.768 -8.144 7.283 1.00 0. 00 H 

1351 2HG ARG A 92140.522 -9.384 7.433 1.00 0. 00 H 

1352 1HD ARG A 92139.909 -6.945 5.846 1.00 0. 00 H 

1353 2HD ARG A 92140.986 -8.151 5.142 1.00 0. 00 H 

1354 HE ARG A 92138.184 -8.333 5.350 1.00 0. 00 H 

1355 1HH1 ARG A 92141. 051 -10. 287 5.731 1.00 0. 00 H 

1356 2HH1 ARG A 92140. 244 -11. 769 5. 340 1. 00 0. 00 H 

1357 1HH2 ARG A 92137. 123 -10. 281 4. 833 1. 00 0. 00 H 

1358 2HH2 ARG A 92138.015 -11.765 4.829 1.00 0. 00 H 

1359 N PHE A 93138.703 -6.665 10.638 1.00 0. 00 N 

1360 CA PHE A 93138.428 -6.378 12.040 1.00 0. 00 C 

1361 C PHE A 93137.150 -5.556 12.187 1.00 0. 00 C 

1362 0 PHE A 93137.152 -4.489 12.803 1.00 0.00 0 

1363 CB PHE A 93139.607 -5.628 12.663 1.00 0. 00 C 

1364 CG PHE A 93140.887 -6.415 12.657 1.00 0. 00 C 

1365 CD 1 PHE A 93141.605 -6.585 11.483 1.00 0. 00 C 

1366 CD2 PHE A 93141.372 -6.984 13.823 1.00 0. 00 C 

1367 CE1 PHE A 93142.783 -7.309 11.474 1.00 0. 00 C 

1368 CE2 PHE A 93142.549 -7.708 13.820 1.00 0. 00 C 

1369 CZ PHE A 93143.255 -7.871 12.644 1.00 0. 00 C 

1370 H PHE A 93139.282 -6.057 10.132 1.00 0. 00 H 

1371 HA PHE A 93138.299 -7.319 12.553 1.00 0. 00 H 

1372 1HB PHE A 93139.776 -4.715 12.110 1.00 0. 00 H 

1373 2HB PHE A 93139.370 -5.385 13.689 1.00 0. 00 H 

1374 HD1 PHE A 93141.236 -6.145 10.568 1.00 0. 00 H 
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93140.821 -6.857 

93143.333 -7.435 

93142.917 -8.146 

93144.175 -8.437 

94136.059 -6.059 

94134.776 -5.371 

94133.976 -5.822 

94133.857 -7.017 

94133.981 -5.610 

94136.119 -6.913 

94134.970 -4.312 

94132. 932 -5. 695 

94134.318 -6.523 

94134.130 -4.781 

95133.429 -4.857 

95132.639 -5.153 

95131.161 -5.304 

95130.510 -4.343 

95132.817 -4.050 

95133.898 -4.340 

95133.559 -3.922 

95132.996 -6.086 

95133.015 -3.113 

95131.914 -3.962 

95133.792 -5.224 

96130.641 -6.514 

96129.240 -6.792 

96128.444 -7.002 

96128.799 -7.835 
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14. 743 1. 00 0. 00 H 

10. 553 1. 00 0. 00 H 
14. 736 1. 00 0. 00 H 

12. 639 1. 00 0. 00 H 
11.619 1.00 0. 00' N 

11. 687 1. 00 0. 00 C 

12. 905 1. 00 0. 00 C 

13. 175 1. 00 0.00 0 
10.413 1. 00 0.00 C 
11.142 1.00 0. 00 H 
11. 769 1. 00 0. 00 H 
10. 653 1. 00 0. 00 H 

9. 944 1. 00 0. 00 H 

9. 735 1. 00 0. 00 H 

13. 636 1. 00 0. 00 N 

14. 825 1. 00 0. 00 C 
14. 474 1. 00 0. 00 C 

14. 065 1. 00 0. 00 0 

15. 870 1. 00 0. 00 C 

16. 739 1. 00 0. 00 0 

13. 370 1. 00 0. 00 H 
i5. 236 1. 00 0. 00 H 

15. 372 1. 00 0. 00 H 

16. 455 1. 00 0. 00 H 

17. 098 1. 00 0. 00 H 

14. 639 1. 00 0. 00 N 

14. 341 1. 00 0. 00 C 

15. 624 1. 00 0. 00 C 

16. 458 1. 00 0. 00 0 
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1404 CB LEU A 96129.123 -8.027 13.446 1.00 0. 00 C 

1405 CG LEU A 96127.885 -8.062 12.548 1.00 0. 00 C 

1406 CD 1 LEU A 96128.176 -8.830 11.268 1.00 0. 00 C 

1407 CD2 LEU A 96126.708 -8.679 13.288 1.00 0. 00 C 

1408 H LEU A 96131.211 -7.239 14.970 1.00 0. 00 H 

1409 HA LEU A 96128.838 -5.938 13.816 1.00 0. 00 H 

1410 1HB LEU A 96130. 000 -8. 075 12. 817 1. 00 0. 00 H 

1411 2HB LEU A 96129.105 -8.903 14.077 1.00 0. 00 H 

1412 HG LEU A 96127.617 -7.050 12.277 1.00 0. 00 H 

1413 1HD1 LEU A 96128.648 -9.770 11.512 1.00 0. 00 H 

1414 2HD1 LEU A 96128. 834 -8. 248 10. 641 1. 00 0. 00 H 

1415 3HD1 LEU A 96127.251 -9.018 10.744 1.00 0. 00 H 

1416 1HD2 LEU A 96126.780 -8.444 14.340 1.00 0. 00 H 

1417 2HD2 LEU A 96126.724 -9.751 13.157 1.00 0. 00 H 

1418 3HD2 LEU A 96125.786 -8.281 12.893 1.00 0. 00 H 

1419 N GLN A 97127.365 -6.241 15.777 1.00 0. 00 N 

1420 CA GLN A 97126.519 -6.343 16.961 1.00 0. 00 C 

1421 C GLN A 97125.175 -6.983 16.615 1.00 0. 00 C 

1422 0 GLN A 97124.550 -6.626 15.616 1.00 0.00 0 

1423 CB GLN A 97126.298 -4.958 17.572 1.00 0. 00 C 

1424 CG GLN A 97127.318 -4.593 18.638 1.00 0. 00 C 

1425 CD GLN A 97128.360 -3.614 18.137 1.00 0. 00 C 

1426 0E1 GLN A 97128.385 -2.453 18.544 1.00 0.00 0 

1427 NE2 GLN A 97129.229 -4.079 17.245 1.00 0. 00 N 

1428 H GLN A 97127.134 -5.593 15.078 1.00 0. 00 H 

1429 HA GLN A 97127.031 -6.965 17.678 1.00 0. 00 H 

1430 1HB GLN A 97126.350 -4.219 16.787 1.00 0. 00 H 

1431 2HB GLN A 97125.315 -4.928 18.019 1.00 0. 00 H 

1432 1HG GLN A 97126.801 -4.148 19.475 1.00 0. 00 H 
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O. ZJ u\J 




ATOM 


1445 
in j 


2HB 


PRO A 


9812? 764 

U O 1 U Urn 1 U1 


-10 398 

1U. U *7 O 




ATOM 

AlUlu 


144fi 


1HG 


PRO A 


98124 578 


-9 806 

J- ouu 


1 5 


ATOM 

ill U1Y1 


1447 


2HG 


PRO A 


98125 (159 

JO li/lj. UUJ 


-10 535 

1U. JOu 




ATOM 

A 1 Ulu 


1448 


1HD 


PRO A 


981?5 314 

U O 1 Lr <J. till 


-7 707 




ATOM 

A 1 UIU 


1449 


2HD 


PRO A 


981?fi 416 

JO 1 tvU. Ill/ 


-8 67? 

O. U t Li 




ATOM 

A I Ulu 


1450 


N 


SER A 


99122 007 

& Z* X U U» UU 1 


-fi 862 

U. UUu 




ATOM 

A 1 UlU 


1451 

llu 1 


CA 


SER A 


99120 927 

%J ZJ x u U« ZJ u t 


-5 882 

U. OUo 


?0 


ATOM 

Al Ulu 


145? 


C 


SER A 


99119 571 

ZJ ZJ x x ZJ • OIL 


-6 566 

u» ouu 




ATOM 

Al UlU 


1453 


0 


SER A 


99118 839 


-6 748 




ATOM 

A 1 Ulu 


1454 


CB 


SER A 


99121 148 


-4 874 




ATOM 

ill V/1U 


1455 


OG 


SER A 


99120 024 

\J O X Li \J • U U 1 


-4 024 




ATOM 

il X W1U 


1456 


11 


UUlv A 


99122 552 

\J \J X LI Li m KJ \J Li 


-6 947 


25 


ATOM 

11. X V/1U 


1457 

X T U 1 


HA 


SER A 


99120 937 


-5 355 




A TAHI 

ATOM 


1458 


1HB 


SER A 


nni on nio 

991Z2. 013 


A O P O 

-4. 268 




ATOM 


1459 


2HB 


SER A 


99121. 311 


-5. 405 




ATOM 


1460 


HG 


SER A 


99120. 000 


-3. 392 




ATOM 


1461 


N 


GLY A 


100119. 245 


-6. 942 
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18. 963 1. 00 0. 00 H 
16. 965 1. 00 0. 00 H 

16. 903 1. 00 0. 00 H 

17. 439 1. 00 0. 00 N 
17.208 1.00 0.00 C 

17. 039 1. 00 0. 00 C 

15. 986 1. 00 0. 00 0 
18.473 1.00 0.00 C 

19. 002 1. 00 0. 00 C 

18. 655 1. 00 0. 00 C 

16. 345 1. 00 0. 00 H 

19. 177 1. 00 0. 00 H 
18. 218 1. 00 0. 00 H 

20. 073 1. 00 0. 00 H 

18. 530 1. 00 0. 00 H 

19. 454 1. 00 0. 00 H 
18. 451 1. 00 0. 00 H 
18. 082 1. 00 0. 00 N 
18. 055 1. 00 0. 00 C 
17.892 1.00 0.00 C 
18. 864. 1. 00 0. 00 0 
16.924 1.00 0.00 C 

16. 771 1. 00 0. 00 0 
18. 892 1. 00 0. 00 H 
18. 998 1. 00 0. 00 H 

17. 148 1. 00 0. 00 H 

15. 998 1. 00 0. 00 H 
17. 492 1. 00 0. 00 H 

16. 660 1. 00 0. 00 N 
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ATOM 1462 CA GLY A 100117. 979 -7.601 16.396 1.00 0. 00 C 

ATOM 1463 C GLY A 100117. 069 -6.778 15.502 1.00 0. 00 C 

ATOM 1464 0 GLY A 100117. 227 -6.787 14.281 1.00 0.00 0 

ATOM 1465 H GLY A 100119. 868 -6.771 15.924 1.00 0. 00 H 

5 ATOM 1466 1HA GLY A 100118. 174 -8.549 15.917 1.00 0. 00 H 

ATOM 1467 2HA GLY A 100117. 477 -7.782 17.335 1.00 0. 00 H 

ATOM 1468 N PRO A 101116. 100 -6.048 16.082 1.00 0. 00 N 

ATOM 1469 CA PRO A 101115. 170 -5.218 15.312 1.00 0. 00 C 

ATOM 1470 C PRO A 101115. 837 -3.968 14.751 1.00 0. 00 C 

10 ATOM 1471 0 PRO A 101116. 518 -3.238 15.473 1.00 0.00 0 

ATOM 1472 CB PRO A 101114. 103 -4.840 16.339 1.00 0. 00 C 

ATOM 1473 CG PRO A 101114. 812 -4.878 17.648 1.00 0. 00 C 

ATOM 1474 CD PRO A 101115. 837 -5.974 17.532 1.00 0. 00 C 

ATOM 1475 HA PRO A 101114. 716 -5.776 14.505 1.00 0. 00 H 

15 ATOM 1476 1HB PRO A 101113. 723 -3.852 16.122 1.00 0. 00 H 

ATOM 1477 2HB PRO A 101113. 296 -5.558 16.306 1.00 0. 00 H 

ATOM 1478 1HG PRO A 101115. 295 -3.931 17.831 1.00 0. 00 H 

ATOM 1479 2HG PRO A 101114. Ill -5.102 18.439 1.00 0. 00 H 

ATOM 1480 1HD PRO A 101116. 733 -5.710 18.074 1.00 0. 00 H 

20 ATOM 1481 2HD PRO A 101 1 15. 434 -6.906 17.898 1.00 0. 00 H 

ATOM 1482 N SER A 102115. 637 -3.724 13.460 1.00 0. 00 N 

ATOM 1483 CA SER A 102116. 219 -2.560 12.802 1.00 0. 00 C 

ATOM 1484 C SER A 102115. 766 -2.472 11.348 1. 00 0. 00 C 

ATOM 1485 0 SER A 102115. 165 -1.480 10.935 1.00 0.00 0 

25 ATOM 1486 CB SER A 102117. 747 -2.622 12.869 1.00 0. 00 C 

ATOM 1487 OG SER A 102118. 251 -3.671 12.060 1.00 0.00 0 

ATOM 1488 H SER A 102115. 085 -4.342 12.937 1.00 0. 00 H 

ATOM 1489 HA SER A 102115. 881 -1.679 13.327 1.00 0. 00 H 

ATOM 1490 1HB SER A 102118. 159 -1.686 12.520 1.00 0. 00 H 
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ATOM 

ill win 


1491 


2HB 


SER A 102118.054 


-2. 791 


13. 890 


1. 00 


0.00 H 




ATOM 


1492 


HG 

IX VJ 


SER A 


102119.076 


-3. 395 


11. 655 


1. 00 


0. 00 H 




ATOM 


1493 


N 

1 1 


SER A 


103116.056 


-3. 515 


10. 579 


1. 00 


0. 00 N 




ATOM 


1494 


CA 


SER A 103115.677 


-3. 556 


9. 171 


1. 00 


0.00 c 


u 


ATOM 


1495 

1 ~ u u 


c 


SER A 


103114.558 


-4. 565 


8. 937 


1. 00 


0.00 c 




ATOM 


1496 


n 


SER A 


103113.425 


-4. 192 


8. 639 


1. 00 


0.00 0 




ATOM 


1497 


CB 


SER A 


103116.888 


-3. 908 


8. 306 


1. 00 


0.00 c 




ATOM 

/XX v/M 


1498 

l"wU 


0G 


SER A 


103116.525 


-4. 019 


6. 941 


1. 00 


0.00 0 




ATOM 

fYl Ulu 


1499 

It J J 




SER A 


103116.537 


-4. 276 


10 966 


1. 00 


0. 00 H 


in 


ATOM 


1500 


HA 


SER A 


103115. 323 


-2 573 


8. 895 


1. 00 


0. 00 H 




ATOM 

ill U1Y1 


1501 

1 Jul 


1HR 

1 11D 


SER A 


103117. 637 


-3. 137 


8. 404 


1. 00 


0. 00 H 




ATOM 

Ml UlU 


1 50? 

1 J u & 


?HR 

a LID 


SER A 


103117.299 


-4 852 


8. 634 


1. 00 


0. 00 H 




ATOM 

n. 1 UlU 


1503 


HG 

11 VJ 


SER A 103116. 882 


-3 273 


6 452 


1. 00 


0. 00 H 




ATOM 

/VI Ulu 


1 504 


N 


GLY A 


104114. 886 


-5 846 


9. 074 


1. 00 


0. 00 N 


1 5 


ATOM 

ill UlU 


1505 


PA 


GLY A 


104113. 897 


-6 889 

Via UU J 


8 874 


1 00 

X ■ VJ V 


0. 00 C 




ATOM 

filUlYl 


1 50fi 


r 
u 


GLY A 


104113. 297 


-7 376 


10. 178 


1. 00 


0. 00 C 




ATOM 

ill Ulu 


1507 

1 0 U 1 


u 


GLY A 


104113. 708 


-8 455 


10. 654 


1. 00 


0. 00 0 




ATOM 

n. 1 Ulu 


1508 


0XT 


GLY A 


104112.415 


-6. 679 


10. 723 


1. 00 


0. 00 0 




ATOM 

il X v/lTl 


1509 


H 


GLY A 


104115. 806 


-6. 084 


9. 313 


1. 00 


0. 00 H 


20 


ATOM 


1510 


1HA 


GLY A 


104113. 106 


-6. 505 


8. 247 


1. 00 


0. 00 H 




ATOM 

J 1 X 1/1U 


1511 


2HA 


GLY A 


104114. 367 


-7. 723 


8. 373 


1. 00 


0. 00 H 




TER 

X XwXv 


1512 

1 \J X U 


GLY A 104 














ENDMDL 
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5 *f*fx 5 £fc# , xrs*,k'5fcfrofci:fc#*R2ftfc. 



[HJSM 7 ] 

F«»©*ftSRi* CAP-G 1 yi^>/^I®77JV737*7 (*S<&SMfc) 

io &mmvtz 0 

(1) 5r-^-x*M; 

15 ©tiatllfflV^c. ^^{C«152323^^^nTV^7Co 

"Lipinski's Rule of S n \z&*3&* feftTfc&W^—pl—T.lZ'D^TO}? — 

1. ^SIOOEJ^OOECF 
20 2. tr#LogPtt (o/w) 5£CF (XLOGP-lT^rf U XA^ffi) 

3. zk^^X^^-M^ifc (fc^fc^Wfc^nSNfcO©*) 10JBTF 

1. |alteT&f^¥l&^ft**21£U:©t>© 
25 2. 5 

3. h\ C, N, 0, Fx S, P, CK Br, I&*©5G*&-&tf fc© 
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(2) «g£8B4fc^«g 

L, Sander C, J.Mol. Biol. (1993), 233:123-138] SrffV^ 1A0N, 1BBZ, KYJJkXS 
1GBQ (Vi-rn'b PDBn - H) £ <D &&&&&&&&& £fr& o fc 0 Z. <D±Lfcm&MW 

10 ©ne^aB&^ai 

-y*; htSH3r 5 ^^>t©Wtett«je«<Ktt*«»*^a:*^Snfc. SH3 

15 TV>5fc#K u^fffiMX^'J-r>^titTliRtfc. 

(3) X&V-->>f 

Dock 4.0£ffl^T, bte^T, $fcfcMfb*fTo&(£#^b^*&7 

20 <^7 l J-MC*flTFy4 ; >^ffofc. DockOx^l/^—xn 7 (energy 
score) \Z&-3\,*X&ft^{fr&®&7 >P tttfVTco 

1^7.^ U-^>^©^mt#e>n^±&10619^ : ?fc^^T, h * 

(AutoDock) 3. 0. 5 SffiHT, S¥«flfc K y 3f >^£fro&. F>^>^KCf 

bfe^&^bfe^m^ *jftWfc9938^ ; ?»c:oViTHy4 i >^*jfi*#fc. $ 
6fc^6nfcft^«l©5'&, A G (^S4x^M-^fl2) =-6. 89, KiHQImM 
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(4) 7 7-Ta:7*7Mfc#tt*MKfc»*(0a!* 

5 ©yn-^SMl, HPDBia6«fct)4A^rt©t>©&a^r*ctK:«fcD, ^t- 
V37*7S*K:*W-*«B^:T5y«(Val26, Lys27> Glu47, Arg67>Lys83, 
Ser86) £#a£>fc„ 

[^IW 8 ] 

io mmmm^mm 

(1) «Jg* 
® HeLatt 

1 0 %<Ol CN^mm^mmm^7^m i Mskm (fetal bovine serum (FBS) K 
2mM®y^-7aiL-^^5> (glut amine) , 1 0 OU/ml (D^yU> 
15 (penicillin) , Rt* 1 0 0 p. g/m 1 ©y^T|:lX h V? h V-f ~>> 

(streptomycin) feffrtrS'ifVttft^WSy 3MEMii (Dulbecco' s modified 
essential medium (DMEM) Jtifi) £/Bl*, 5 %(D-m.ikmM^tS 3 7 V,(D 

© 2 9 3M 

20 1 0 % 0 I C NftSIl^tffl ^ y S&tti (fetal bovine serum (FBS) K 
2mM©y^aSL-^^>> (L-glutamine) , 0. lmMCy^Tftl^ 
I75/t (non-essential amino acids) x 1 mM©S/y*Yftit:;vt:* >M^" h 
U^A (sodium pyruvate) . 1 0 OU/ml (D^zyiJ> (penicillin) , %.Z$ 
1 0 0 u g/m 1 ©yy'TtlX hl/T* h T-f '>> (streptomycin) ttt$zs>f 

25 ^ai^My^MEMigi (Dulbecco* s modified essential medium (DM E 
M) #ifi) &JBV>, 5%0Z§ft^^3 TtWS^fcliOfetT^ 9 3 

(2) ig«,M^©:£f£9i©^>A 0 ^«<D«e^A 
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W 1090 W 

IBSWfl fclBSOT^ /mBB^J^&K I AAO 8 4 9 ^^©jl^^fjt 
(75/t4 64-5 5 4ffiS)(DcDNA (@e?'J#^t 2 ) ^PCRtiOilib 
fc, itfilbfcc DNA (@B?l!#^2) 9 U->^y f^tOMX^ 9— (>f 

i^^-T**^D->fy^tt«pDEST2 6l:#Alfe. fig** 6 0 m 

(LipoFect amine) 2 0 0 OSrfflV^ ^O^n haJHcfot, WHfifcafte-?' 
10 iftWteSlAbfc. M<!:UT, p D E S T 2 6 ©^£*SAbfciSfflJ!££ 



(3) mmmmomm 

tt&m#L<Dmi£&'r&it*b\Zs &rr<D#mnik&ftr>tt. **r, ±ih©2 9 3 

15 HUB, S^H e L aite^n^n{:SS^J#^2T^$n^MSB^Stt?) c D 
NA$fAbfe^7X5 F p D E S T 2 6 £^A bfcfc©£,#A bftV* 
flg) £«M£U CAP-G 1 y||IF^>fcJ;3M^m^<at^£|^/fe 0 at 
e^JHA^ £> 2 4 BfW^ S*«fflflaShU^>'>«L3S*r*^tK:J:»3f)J«tb, *ffl 
M&mUVfco U >mM«^a^7K (Phosphate Buffered Saline: P B S) 

20 IW^tbfco [pJb#:«<Z)M?§b;tm£, 0. 4%Oi/^ft|[hUA>^V 
- (trypanblue) 13\ 1 0 ftm&WZT^ >*zl^— h bfco 5*&b 

fe^*kmM<D$fc&> U->U— F^7XttiOMMIi (hemocytometer) T? 
SllJtbfc. a9^«^5t^311FffV^ ^O^ltiiplf (SE) £2&£>fco 
JS*SH7lC^*r. 07)i^, 2 9 3JHI1&> ZfcE^H e L aftflJj&tfHi^'tlOii'o lC 

25 *5ViTfe, IB^Jf f 2 Tg$tl§ c DNASiALfefe®^ 2*Ab&V>fc©K: 
Jt^T^*fflBa©ftA*«^bTViSJlt*«to*>«>. 
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[*1M 9 ] 

CAP-Glyi R. (464-554) £ I KK- g a mm a 

(i-4i9) tom&nm 

^TtH W^©h^^>^WI^ I KK— g amma (1-4 19) 

(1) 1 0 XW^mifclkm (FCS)^DMEMlSi?:fflVi, 5%£>— Mfc 
mm^tS 3 7 £ C©}B^fS^<£>fc<hTHe L a»&£i§»bfco Jg^bfcHe L 
aUHIfiK:, -<>b'hD^;c>*t<DU^:7x^^> (LipoFectamine) 2 0 0 0 
10 KI^^TIKK-gamma (1-419) OcDNA (MB^J#-^22) <h 
CAP-Glyih^-f> (4 6 4-5 5 4) OcDNA iWM^2) <h£# 
Ab^li$-&fco 73:^3> IKK- gamma (1-4 19) (DN*SI:H my 

RtP^fc. U>M«^S^7K(PBS)T3 1Ui5fc^b^o U^A'y7 7- 
15 (Lysis buffer) £B&§£iJ2 OO/il £JBViT#ffl)®3:[HHKb> M^fifc^bfeo 
U ^XA'y 7 7 — te, 3OmM0h'J^HCl (pH7. 4) 15 0mMO 
NaCli, 5 mM0E DTAi, 1 %<D h h XTriton) -X 1 0 0 t&S 
t5%<D7;$>itc 0 i;fc, IS^SUteU 1 0 /i g/m 1 ©n-f^y^XLeupeptin) , 
1 u g/m 1 ©7^Df-> (aprotinin) , 1 n g/m 1 (D^:/X^> 
20 (Pepstatin) , lmM(DNa 3 V0 4 > 4 0 mM© j3 - ifV -fe U > U >^ 

(glycerophosphate) t. 1 mMOPMS F <h£^tr ofc„ IhJJR^^ 4<C 

Tio^p^issb^^ 4t:-e, 3 oftmm>b-frM&n^. MitHii©™ 

#£tfcf&£i*_bt»£t#fco ^^^©Hlfeji^^, 1 5 0 0 r pmT&ofco 
^fr#g8l£<DJitffJC^V&§g<Z>:?D5M >G^£3 0 ^ gtiUZ., 4tT«3 0 
25 #RWSUfc 0 -e©^ ±tt C~>^7ti7 >f F L A G-M 2 7 7 ^ -7^ ^JV 
£10/igin*.» 4 < CT2P#F^#SL/£c 0. 5%©TBS£500m 

1 © h^-T h>X- 1 0 0 £T3|!I$fc#£ff ofeo ^©^> $ 6.KITB ST2 [e! 
mfr&ft-DtCo tfcfr'&s 2 0 m 1 <D*3r>7)Vny 7 7~?> b£o 98t 
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i^tt»PAG5nio/2 0Sttffll/fc. ^©ffc* y;i/*©^>/\°£*«£P v 

DFlRRHMtttteK^bfc. 8 0mA, l«HWT»ofc. PVDF 

Il:l 0 0 0fgl:fl?bfc7 7-^y> (Pharmingen) It^v^Xtrt I KK- g 
5 ammairt#:^ l^irL^^bT^^Tl^HS^^-fr^o 2^#tUT, 10 

o om\z.ft&\sttyvu*&itmmftt>z&*jv**s'*-'e (hrp) 

(2) ffl^LT, ig«bfcHeL aUBJ&fc, I KK— g amma (1-4 19) 
10 ©cDNA (IB3Wt2 2) tiAU^ 3§5I £-&;£%>©, MIUHeLa 



(3) ^mismtbT, TT->¥A-7TJV^->yi±M-r-->-x;py^x (ec 

Lplus) &#tr^ ^M^iUT$±7^VAttSLAS- 1 0 0 0^ 
15 ^T^xZ^^nyr-f >^Ottffit*#fc. ^©.fcSfcbT^enfc^aiX 
37>^n«yf^>^©^i±it^0 8l^t, ftFLAG M2 77^ 

—T-^ PVDFIlg^U 7r^ y ya^At+y^-if 

e L attllfi©*©'b©©l'— > (*TO > !/->2BHeLattfcIKK-g 
20 amma (1 -4 1 9) : M^m^ 2 1 t F L A GSH^J^^^^fc %>©© 

> (MJBO > >3K£> HeLaififclKK-gamma (1-419) t 
CAP-G 1 y$IF^W >^Wt£H (4 6 4- 5 5 4) fC F L A GIH^J &#S0 
Vit*><D&f&m2&tt1b<D<D\s—>&7Ti'to l/->3m {b^S3fcfc:<fc9 I K 
K— g ammaMlfc. ^tlteH e L aMft-T?fS^£-£fcC AP - G 1 y 
25 tlF^W >^>/1^M (464-554) tl KK - g amma (1 - 4 1 9) t 
#*g^U trCFLAG M2 77>f-f-f^V» 

JUfc^toSf IKK- g ammam^tttSr), ^tm^nfcfe© «h# 
*.£>n3. c©W6GAP-Gl y»K^>^W^I(4 64-5 5 4) 
tIKK-gamma (1-4 19) t^UTV^ £ £>nfco 
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Eft 0* H^-T ^WI^HRtf/Xte^F^-r >^>A°^ft 

CAP-G 1 yaHi£WT£ F^^>^W^Stffim$ft5l^ilt 

Jtte, IKK-gamraa^>/^It^t5:i:Wofc, IKK-ga 
mm a ^ >/1^«H fSM^O^ W^gTSSN F - k B tffiSf^ffl bTN F 
-kB©te^{Eii«t&£#pfWbTV>*. bfc#oT, #589!<B* >A^R«, & 

25 
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1. SB^J##1 fclBfc^n^T^ / WJ^e^^^W^IXli^Ofi. 

-r & ^ > a° ^ n x n -e n e> © m « 

5 . i -urast 4 k:b« s nfc ^ ^ k © v^-rn^ i o <o ^ ^ Jt © 

15 5 fcfEii©^ U 5? V V*?- F„ 

7 . mm 5 X«Wf#* 6 KB«©# U ?>>?Vi>r?-Y *tt?*mMkX.*9* -« 

20 10. HTM 8 fc«*©»*««#:***U ^>;^SSM$t5Ig^ 

tr, »*3g 1 ~» 4 © vjfn^-o fciaifc © * >nz n * *«n *> ©m© 

25 12. |f^l-|ff**4©ViTn^-^fclE*©^>/t^5ti«|»*R2:*» 

-rsxst^trw*^ 1 ~i»^4©vi-rn^-*^fciBm©^>A o ^K*fe« 
^ne>©^^/x«^^i~M^4©v^rn^-o^iB«©^>A^^© 
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^ i 4 o) ^-r nfr—o \zi&m<D ? > a° t? » t Harr s jte^s^-r 

10 

15 ^4(DVii*n^~^^^m©^>A^s©TaymiH^j^^^^^^E"r 

17. l9IB^>^^HCDS£#*afiK:H*rs»?8^ £#;|»3fijS£*S 1 ~ 2 0 ©V> 
fn^ o % y 3L / 8~98#@(DT^ / KSS^ 

e>^^^>A°^K(Z)AL#:«i§'It^T^^>«^^l 6 l£fEiS<Z)X^U-n>^2Fiico 
20 1 8. A#*Jfi**«lfclB*©S[#«]a*«0'5'&, (Val26, Lys27, Glu47, 
Arg67,.Lys83, Ser86) ODT^ /tSICffi^tSMOiiS:^ V^sf^ 1 
7 KUBm©* ^ U— n> ^#*fe 0 

1 9. W^l 6—it^l 8©^-rn^—^^|BSt$nfcX^U~r:>^& 

25 mm. i 4 <d ^-rtifr—D ten 2 n > a # itiim <l &m 



WO 2004/016781 PCT/JP2003/0 10288 

1096 

■5*^7^ j 8~98t@o7$; © ^ > * g oiL^m^ m \z m 



WO 2004/016781 a 
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